Titre du projet : Apport de la métabolomique dans l’identification des facteurs de
transcription régulant I'accumulation de lipides par les microalgues au cours d’un stress

Auteurs: Florence Mondeguer Laboratoire PHYCOTOXINES, Ifremer, Nantes
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Résumé du projet :

Des expériences de culture (photobioréacteurs) de Phaeodactylum tricornutum, en condition
de carence en azote, (favorisant la production de lipides ont été réalisés au laboratoire MMS.
Le suivit physiologique et biochimique des cultures ainsi qu’une analyse transcriptomique
(expression différentielle des genes) permet de s’intéresser aux facteurs de transcription
impliqués dans le contrble de la voie de biosynthese des lipides et des pigments chez cette
diatomée. Lobjectif du projet est de compléter cette étude par une approche métabolomique
qui permettra d’identifier de fagon globale I'ensemble des métabolites différentiellement
formés permettant ainsi, associée a I'étude des génes (transcriptomique), d’obtenir une vision
intégrée de l'orientation des atomes de carbone dans les différentes voies de biosynthese.



MassProfilerProfessional
reprocessing



Quality control on samples

Legend - 30 PCA Scores
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Description

Algarithm; Principal Components Analysis

Parameters:
Column indices = [

Pruning option = [numPrindpalComponents, [4]]

1-35]

Mean centered = true

Scale = true
3-D scores = frue
PCA on = Columns

X-Axis |Component 1(31.66%)

QOutlier ?

@

Y-Axis | Component 2 (13.95%)

—

_Z-Axis

Samples : E1

Class : Diatom

Species 110

Component 1 (31.66%) : -0.040528543293476105

Component 2 (13.95%) : 147.0734100341797

Component 3 (10.01%]) : -68.06999206542969

Component 4 (3.31%)  : 16.597143173217773
Z-Axis | Component 3 (10.01%) v

Ce premier échantilon a- t-il subit une pression particuliere?
Ni non ce n’est pas trés grave on peut le garder...

A décider
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X-Axis | Component 1 (21.53%) v/ Y-Axis | Component 2 (12.63%) w Z-Axis | Component 3 (8.41%) v

¥4 PCALoadings | ;i C-CPiot | |k Eigenvalues | 4 PCAScores | $i 3D PCA Scores
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Répartition des métabolites chez Phaeodactylum tricornutum
lors de la cinétique de croissance JO a J11
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[ pca (Step 3 of 4)

Output views 3D ACP ts samples

Output views of PCA. PCA on Entities; Entities with high scores for a particular PCA component
follow the expression pattern shown in the PCA Loadings plot and can be selected to be saved as
custom lists. PCA on Conditions; Samples with similar scores for one or more PCA components can
be considered similar in their expression profile.

B pca (Step 10f 4)

Entity List and Interpretation.

Principal Components Analysis (PCA) allows for the detection of major trends in your data.
Choose the entity list and interpretation.

Component 2 (12.21%)

Entity List |4113-Fold change == 2.0

Interpretation | Spedes (Mon-averaged)

Component 1 (51.2%)
¥-Axiz | Component 1 {51.2%)
Y-pxis | Component 2 (12.21%)

lf_: Eigenvalues | ¥, PCAScores X | %, 3DPCAScores| *; PCAloadings| ¥ C-CPlot

Legend - PCA Scores

Color by Species
W Elank b

m CR m s

2 pca (Step 2 of 4)
10 Jmax10-11
H Input Parameters
PCA on Entities allows for the detection of those entities that most prominenty define the major trends in the data,
PCA on conditions allows for the detection of similarity between samples, discriminated by the major trends in the
data. Choose the number of prindpal components or choose the percentage of variation you want them to explain.

| J1 Meoh

m M Stds

m I
PCAon | Conditions

Pruning option
Description
Algarithm: Principal Components Analysis
Parameters:
Column indices = [1-34]
Pruning option = [numPrincipalComponents, [4]]
Mean centered = true
Scale = true

() Total percentage variation 100.0

(®) Mumber of principal components

[w] Scale

Sawe custom list...

<< Barck || Next == § | Finish

<<Back || Next>> Finish




CA (Step 3 of 4)

Qutput views of PCA. PCA on Entities; Entities with high scores for a particular PCA component follow the expression pattern
shown in the PCA Loadings plot and can be selected to be saved as custom lists. PCA on Conditions; Samples with similar
scores for one or more PCA components can be considered similar in their expression profile.

\ (Step 1 of 4)

Entity List and Interpretation.

Principal Components Analysis (PCA) allows for the detection of major trends in your data. Choose the entity list and
interpretation.

Component 2 (12.63%)

Entity List |4113Fold change >= 2.0 [

Interpretation | 15 All Diatom Species (Non-averaged) | [

Component 1 (21.53%)
¥-Awis | Component 1 {21.53%g)

¥-Axis | Component 2 {12.63%:)

<< Back Finish

[ pca (step 2 of 4)

Input Parameters

PCA on Entities allows for the detection of those entities that most prominently define the major trends in the data, PCA on
conditions allows for the detection of similarity between samples, discriminated by the major trends in the data. Choose the
number of principal components or choose the percentage of variation you want them to explain,
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Description
Algorithm: Principal Components Analysis
Parameters:
Column indices = [1-21]
Pruning option = [numPrincipalComponents, [4]]
Mean centered = true
Scale = true
3D scores = true
PCA on = Columns

PCAon |Conditions
Pruning option

() Total percentage variation 100.0

(®) Mumber of principal components

[w] Scale

Save custom list...

<= Back || Mext ==

Finish

<<Back | [THext>> ][ Fnish

3D ACP uniquement sur
cinétigue (JO a Jmax)



Component 2 (12.63%)
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Component 1 (21.53%)
K-fxis | Component 1(21.53%) W

Y-Axis | Component 2 (12.63%) w
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Description
Algorithm: Principal Components Analysis
Parameters:
Column indices = [1-21]
Pruning option = [numPrincipalComponents, [4]]
Mean centered = true
Scale = true
3D scores = true
PCA on = Columns
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Description
Algorithm: Principal Companents Analysis
Parameters:
Column indices = [1-21]
Pruning option = [numPrincipalComponents, [3]]
Mean centered = true
Scale = true
3-D scores = true
PCA on = Columns
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Description
Algorithm: Principal Components Analysis
Parameters:

Column indices = [1-21]
Pruning option = [numPrindpalComponents, [3]]
Mean centered = true
Scale = true

3D scores = true
PCA on = Columns

2D ACP uniguement sur cinét
Jmax) avec JO etJ1 cumulés

-150

-100

Component 1 (21.53%)

50

100 150

X-fxis | Component 1 (21.53%)

Y-fods | Companent 2 (12.63%)




B Ag
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9 -0 | ® RuniDWizard |01 [$#] @ |l G8] Sove and Retum

1l1 MS Spectrum Results % ||° 1l MS Peaks One: + FBF Spectrum (rt: 11.295 min) X || & Structure Viewer: 3alpha-hydroxy-5alph: 17-one 3-D
FRETIE BN =) Pezk 4 Abund 8 Abund % & Abund % (Norm) & Max Aburd & miz & Z48 Label Structure | MOL Text
- - |1 B917.66 | 100 B917.66 467263 |1 | 3alpha-hydroxy-5alpha-androstane-17-one 3
x103 |Cpd 2 _33\pha—hydmxy—Ealpha—androslaner'\.‘—one 3-D-glucuronide; €25 H38 O8; 11.295: +ESI FBF Spectrum (.. 3 145104 | 2489 TaBT 08 4537686 |1
a5 4{%5}33*0 3 2631 |72 42631 4692715 | 1
H 4 1561.17 | 2638 1561.17 1
5::: 5 487.8 824 4878 1
45
4]
354
N o
254
2 HO
a
1 _:) o \/ .
05 Ho %
o— i —_— | — OH
466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487
Counts vs. Mass-to-Charge (m/z)
tli. M5 Spectrum Results | Spectral Difference Results | 1< [T >
3 Compound List
Cpd vH Name TR Formula WP Score VA Mass ¥R Diff (MFG. ppm) ¥R Diff (MFG, mDa) ¥ Polarity ¥ RT 7R Height W lons 7 1D Source ¥+ Hits v CAS ¥R HMP ¥ KEGG ¥R LMP v-8 METLIN ¥+ Diff (OB, ppm) ¥R Notes ¥ Flags (Tgt) V8 Flag Severity (T ¥R
o 5 N-cleoyl ethanclamine C20H3IN 02 3419| 3253003 Positive|  20.083 7550 3 DBSearch 2 HMDED. LMFADB . 75539 -6.76 Pass
&3 & CB1HEEOT S 4781 8224532 -0 -0.25 Pesitive| 19.837] 5823 & MFG 288 Pass
- 7 PG{16:1(82)/0:0) C22H430%F 74714 ] 482 7661 Positive| 19.302] 2751 4 DBSearch 1 LMGPO 30001 -33 Pass
& 9| 2-Protocatechoylphloroglucinel.. Cl4H1008 66.21| 306.0389 Positive| 4225 1554 2 DBSearch 3 C04524 66200/ -761 Pass
+ 10 C19H1INI00ES 3.22| 5000742 -0.31 -0.16 Positive| 1719 1259 2 MFG k]l Pass
14 523.9798 Positive| 113 1567 2 0 Pass
- 16 C49HBONIO1TS 4761| 9188515 -0.13 -0.12 Pesitive| 24.326] 9314 7 MFG 93/ Pass
18 146403 Pesitive|  22.21 2959 & ] Pass
- 1 C20 H36 N4 012 4822| 5242326 068 036 Posi 12792 7650 6 low score ‘Warning
& 2 5
e 3| 2 ] C27 H26 05 43 2 DBSearch low score
Bl 4 Thizmylal C12H18N202S 2541149 Pasitive 4 DBSearch 1 66752 low score ‘Warning
E- 8 11-beta-hydroxyandrosterone-3. C25H3809 4822518 Positive 5 DBSearch 1 HMDE1.. 61667 low score ‘Warning
&3 1 C33HBON170 7724379 074 057 Positive 3 MFG 146 low score ‘Warning
B 12 N-Nitrosofolic acid C13H1BNB QT 4701324 Positive 4 DBSearch 1(28291-3 C19480 73174 -539 low score ‘Warning
B 13 Sanggenon G C40H380M1 694243 Pasitive 4 DBSearch 1 LMPK12.. 53011 -2.22 low score ‘Warning
B 15] PC{14:0i22:5(72,102,13Z,16Z, C44HT3NDEP 780.5573 Positive 5 DBSearch 9 HMDED. COD157 59341 -3.77 low score ‘Warning
[+ 17 Coformycin C11H16 N4 05 2841123 Positive 2 DBSearch 5/11033-2. CO1677 65630 -0.94 low score ‘Warning
< n

Secondary metabolite identification for 18 Entities unic JO:
Best Know: 3/18

 Cpd 7: PG(16:1(92)/0:0); C22H4309P@19.302 Score: 74.14
PG(16:1(92)/0:0) is a lysophosphatidylglycerol 16:1.

lyso-PG (16:1) :Changes of lipid molecular species during cold stress
.next slide



https://pubchem.ncbi.nlm.nih.gov/compound/lysophosphatidylglycerol

Secondary metabolite identification for 18 Entities unic JO:
Best Know: 3/18

e Cpd7:PG(16:1(92)/0:0); C22H4309P@19.302 Score: 74.14
PG(16:1(92)/0:0) is a lysophosphatidylglycerol 16:1.
lyso-PG (16:1) :Changes of lipid molecular species during cold stress

 Cpd 9: 2-Protocatechoylphloroglucinolcarboxylate; C14H1008@4.225 score: 66.21
2-Protocatechoylphloroglucinolcarboxylate= 2-(3,4-Dihydroxybenzoyloxy)-4,6-
dihydroxybenzoate: A metabolite of quercetin, an abundant flavonoid found in edible
vegetables, grains and fruits which is used as an ingredient in supplements, beverages, or
foods. It is a dihydroxybenzoic acid and a benzoate ester. It is a conjugate acid of a 2-(3,4-
dihydroxybenzoyloxy)-4,6-dihydroxybenzoate.

* Cpd 5: N-oleoyl ethanolamine; C20H39NO2 @20.083 score:34.19

Oleoylethanolamide (OEA or NOE) is an N-acylethanolamine.

N-Acylethanolamines (NAEs) constitute a class of lipid compounds naturally present in both
animal and plant membranes as constituents of the membrane-bound phospholipid,


https://pubchem.ncbi.nlm.nih.gov/compound/lysophosphatidylglycerol
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File Edit View Identification Method Configuration Help
e @ Run ID Wizard E. Save and Return
1ll MS Spectrum Results x ||| 11,MS Peaks One: + FBF Spectrum (1t 1.758 min) % ||| @ Structure Viewer x
a6 19 Pesk @ Mbund 8 Abund % 8 Abund % (Norm) @ MaxAbund £ miz & 20 Label 8 Species 8 Cluster® Sat6 || oo
N — — p |1 18021 | 100 16021 mer |2 22 |1 c
"1103 Crd 2;@2:;5 N14: 1.788: +ESI FBF Spectrum (rt 1.758 min) 2 33083 | 2065 33083 23662 |2 {MsHNa)2 | 2 o
: (M=2Hj+2 3 24682 1541 246.82 5443257 |1 (M=H)+ 3 c
15 4 9843 615 9843 5453193 | 1 (M+H)+ 3 ¢
144
124
1
0.8
064
544,357
044 M)+
024
ol I
260 280 300 320 3d0 360 380 4bo 40 4o 4f0 480 sl s s B60
Counts vs. Mass-te-Charge (miz)
1l MS Spectrum Results | Spectral Difference Results | < m >
@Compﬂunﬂ List x
Cpd ¥ Lsbel TR Hsme ¥H Fomuls WHE  Scors T ¥R Flag Severity (Tgt) W CAS 78 KEGG T8 Mass 78 Mass (DB) W& Mass (MFG) 78 Diff (MFG, ppm) 7 Scors (MFG) 78 Diff (MFG, mDa) 78 Polarity W5 MaxZ 78 MinZ 7+ RT 78 Height 78 lons 78 7 Count 78 1D Source 78 1]
3| Cpd 3 Apodine: C2 fpodine|  C21 H22N204 03 Pass|579328.| COo034 2861593 366,158 Pasitive 1 1| 20813 7300 3 1| DESearch
9 Cpd 5 C35H3d NE C35 H34 N4 06 23 Pass 506.2476 506.2478 045 %6 027  Positive [ 1] 22038 513 5 [ WFG
1| Cpd 11:CI3HI4N CIZHIANE D125 1765 Fass 478 0384 478038 43 %3 083 7 HEE] 8870 8 2 MFG
7| Cpd7: Difenpiramid_| Difenpiramide|  CI9HIENZO 2587 Waming 514844 |  C17720| 2881268 2881283 [ 1] sz 27 2 1 arcl
6| Cpd & C16H23 NE C16 HZI NG D .1 315.1925 315.1933 [ [ z [
4 cH 017 1 1 3 1
S M A S A ———  — e
1 : g C 1 1 5 1
0| Cpd 10 CIZ HIT S, CiZHITS 193.1053 192.1051 [ [ B [
H Cpd 2: 23,042 Pass 107144193 Positive [ 1] 23042 0% 5 [
5 Cpd 5 21587 Pass 1433 9789 Positive [ 1] 21887 1854 7 7

Secondary metabolite identification for 11 Entities unic J1:

Best Know: 1/11 (mais 2 choix)

Cpd 3: Octocrylene; C24H27NO2@20.913,0ctocrylene Score:78.28

e Octocrylene is an organic compound used as an ingredient in sunscreens and cosmetics?
Autre possibilité avec un score légerement plus petit si aucune contamination n’est
envisageable alors:

Cpd 3: Apodine;C21H22N204 @20.913 Score:70.3

Phytochemical compounds Alkaloids

Some of the allelopathic compounds from algae and seaweeds have been isolated and
characterized including alkaloids and marine diatom Phaeodactylum tricornutum is known
to exude allelochemicals with negative effects.



Secondary metabolite identification for 9 Entities unic J4 :

Best Know: 3/9

* Cpd 4: 4alpha-carboxy-4beta-methyl-5alpha-cholesta-8-en-3beta-ol OR 3-
hydroxysteroid-4a-carboxylate; C29H4803 @24.417 Score:79.7

cholesterol biosynthesis Il (via 24,25-dihydrolanosterol).

Superclasses: a steroid - a hydroxysteroid - a sterol - a 3beta-hydroxysteroid
Steroids are abundant in the environment. Large amounts of steroids and their derivatives
are synthesized by eukaryotes, and these molecules play very important and diverse roles
and include hormones, detergents that facilitate the absorption of lipids by the intestine,
and membrane constituents. Some of them, cholesterol and related compounds, are
ubiquitous as membrane constituent of eukaryotes (for instance, up to 10% of the dry mass
of yeast is ergosterol) and as the precursors of all steroid hormones, vitamin D, and the bile
acids.

Interestingly, with exception of methane-oxidizing bacteria that contain relatively large
amounts of sterols, sterols are absent from most prokaryotes. However, many bacterial

membranes contain hopanoids, which are similar pentacyclic sterol-like molecules
[Chiang08].



m Agilent MassHunter |D Browser B.08.00

File Edit View Identification Method Configuration Help

9« 04| @ RunDWizsrd |1 [ W& [als|Ga] save and Retum

11l MS Spectrum Resulis % || 1l4MS Peaks One: + FBF Spectrum (it 22.879 min) X ||° & Structure Viewer. Bruceoside A x
T Q Peak -+ Abund & Abund % 4 Abund % (Morm) 4 MaxAbund B miz B ZH8 Label -7 Species + Clus|| Stucture | MOL Text
— — (1 297363 | 100 297383 6832533 | 1 | Bruceoside A | (M+H)+ 1
x102 |Cpd 5: Bruceoside A; C32 H42 O16; 22.879: +ES| FBF Spectrum (rt: 22.879 min) ) 131547 | 4404 131547 5847560 |1 W)+ 7
323‘ Etgaﬁ{? 3 54732 | 1241 54732 £25.2532 | 1 TE
2754
25
2254
1 7? 684.2562 E\) “‘ -
.- (MeH)e .‘ _. \I/\I/
125 T
1 6852532
0.75 (M+H)+
0.5
0.25 m Ij:l
0 : - - - - 7 - - - - : -
6832 6834 6E36 6838 684 6342 6844 6846 6B48  6BS 6852
Counts vs. Mass-to-Charge (miz)
_|J_|_ MS Spectrum Results | Spectral Difference Results ‘ J < mn >
@Compmmd List x
Cpd ¥ Label gl Name ¥+ Formula 7+ Score™ 7 Flag Severity (Tgt) 7R CAS W+ KEGG W+ Mass ¥+ Mass (DE) T+ Mass (MFG) 7+ Diff (MFG. ppm) ¥+ Score (MFG) W+ Diff (MFG. mDa) ¥+ Polarity ¥+ MaxZ ¥+ MinZ 7+ RT T+ Height W+ lons 7+ Z Count Vi
= ‘ 4| Cpd 4: dalpha-carboxy-4bets-m...| 4slpha-carboxy-4..| C29H4803 797 Pass 4443557 444 3603 Positive 1 1) 24417 34 2
3| Cpd3: dTQ; C.. 7717 ‘warning | 112430- 510.3347 510.3345 1 1) 22245 6908 3
2| Cpd 2: Karpoxanthin: C40 H58.. Karpoxanthin| C40 H58 04 7028 Pass | 35664-4 602.4327 6024335 Posi 1 1| 23258 3440 3
5| Cpd6: 2-Decylfuran; C14 H24. 2-Decylfuran| C14H240 4033 Wwarnin g [ 83465-8 208.1848 2081827 Positive 1 1| 23081 2238 4
] Cpd 9: C15H2 N3 09; 8.406 C15HZ N3 4001 Pass 367.9795 367.9791 -0.95 80.03 -0.35 Positive 1 1| 8406 1312 2
7| Cpd 7: Chondrillastersl 3-[gluco..| Chondrillasterol 3-.| C41HE8 O 365 Pass 7364797 736.4762 Positive 1 1| 21.605 229 4
8 Cpd B: C23H4 N3 08; 1.133 C23H4 N3 3561 Pass 450.0004 4499998 -1.26 71.22 -0.57 Positive 1 1 1133 1873 4
1| Cpd1:C32ZHE5N28 0T, 20434 C32HES .. 3126 Pass 953.5592 953.5597 -0.07 62.52 -0.06 Positive 1 1| 20434 43N 2

Secondary metabolite identification for 9 Entities unic J4 :

Best Know: 3/9

e Cpd 5: Bruceoside A; C32H42016 @ 22.879 Sore:75.15

Superclasses: a lipid = an isoprenoid - a terpenoid - a triterpenoid
" Bruceoside A is a triterpenoid saponin =

Plant triterpenoids constitute a diverse class of organic compounds that play a major role in

development, plant defence and environmental interaction. Several triterpenes have

demonstrated potential as pharmaceuticals.

For example, some have reported the production of the triterpenes betulin and its precursor

lupeol in the photosynthetic diatom Phaeodactylum tricornutum




File Edit View Identification Method Configuration Help
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1l MS Spectrum Resulis % || 1l MS Peaks One: + FBF Spectrum (it 23258 min) X ||} & Structure Viewer: Karpoxanthin x
T Q |§| Peak -+ Abund B Abund % & Abund % (Norm) £ Max Abund B miz 1 74 Lsbel B Species B Clus|| Stucture | MOL Text
P thim: C20 HE8 O 23258 251 FOF S P Ep— p |1 344022 | 100 344022 6254217 | 1 | Karpoxanthin | (M+Na)+ |1
=l Pdszsjzrff‘a" " g + pectrum (1t i) 2 4734|4283 a7 62642 |1 E
354 (Mebiaie 3 215187 | 6255 715187 6434181 | 1 (MeH)+ |2
—
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o
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154 ’ )
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0 T T T T T T T T T T T T T T T T T T T T T T
625 626 627 628 629 630 631 632 633 634 635 636 637 638 639 640 641 642 643 Bdd
Counts vs. Mass-to-Charge (m/z)
_|J_|_ MS Spectrum Results | Spectral Difference Results | J < m >
@ Compound List »
Cpd ¥R Label TR Name ¥R Formula ¥R Score™ 7R Flag Severity (Tgf) ¥R CAS ¥R KEGG ¥R Mass 7R Mass (DB) ¥R Mass (MFG) 7R Diff (MFG, ppm) ¥R Score (MFG) ¥R Diff (MFG, mDs) ¥R Polarity ¥R MaxZ ¥R MinZ 7R RT ¥R Height ¥R lons 7R Z Count 7
4| Cpd 4: 4alph boxy-4betz-m...| 4alph bowy-4..| C29 H48 03 797 Pass 444 3557 4443603 Positive 1 1| 24417 7314 2
3| Cpd 3: Ganodermic acid TQ: C Ganodermic acid .| C32 H46 05 Warning | 112430-.. 510.3347 510.3345 Positive 1 1) 22248 6908 3
5 - de A| C3ZH4Z0.. Pas: 682. 1 1 2974 3
T R T T D e —— e TR e e e e . e .

B e e i e ey

Secondary metabolite identification for 9 Entities unic J4 :
Best Know: 3/9
* Cpd 2: Karpoxanthin; C40H5804@23.258 Score 70.28

Furthermore, annually, more than 20 new structures of carotenoids are reported ...
from diatom Phaeodactylum tricornutum (Photosynthetic pigments in diatoms. P Kuczynska, M Jemiola-Rzeminska, K Strzalka - Marine
drugs, 2015 - mdpi.com)
Carotenoids are C40 isoprenoids which consist of eight isoprene units and can be divided in two major groups: carotenes and xanthophylls.
Carotenes are linear or cyclized hydrocarbons such as lycopene, a-carotene and B-carotene. Xanthophylls are oxygenated derivatives (epoxy,
keto or hydroxyl groups) of carotenes; for example: lutein and zeaxanthin. The carotenoid composition varies from species to species; the -
concentration and composition of xanthophylls are affected by light intensity and the accumulation of specific carotenoids in fruit and flower
chromoplasts is a highly, developmentally regulated process [Fraser94, Giuliano93]. Important carotenoids variations are observed during
fruit ripening (for review, see [Ronen99]). Higher plant chloroplasts typically accumulate lutein, B-carotene, violaxanthin and neoxanthin in
the thylakoid membrane-bound photosystems [Peter91, Ryberg93]. f-Carotene is generally found in the reaction center where it plays a
critical photoprotective role by quenching triplet chlorophyll and singlet oxygen, and can undergo rapid degradation during photooxidation
[Young93a]. Adjacent to the reaction centers, in the core complex proteins, B-carotene and lutein can be found [Peter91, Bassi93]. Finally,
the surrounding antenna complexes contain xanthophylls (lutein, violaxanthin and neoxanthin) [Peter91, Bassi93]. In the chromoplasts of
ripening fruits and flower petals, and in the chloroplasts of senescing leaves, the carotenoids are found in membranes or in oil bodies or
other structures within the stroma.




File Edit View Identification Method Cenfiguration Help

9 = (4 - | (¥} RunID Wizard E Save and Return

1lL S Spectrum Results x ||/ 113, MS Peaks One: + FBF Spectrum frt 9341 min) x ||' @ Structure Viewer: Salicylanilide x

et 2 Peck 4 Abund 51 Abund % 51 Abund % (Norm) 5 Max Sbund & miz 4 24 Lobel 4 Species 8 Clu|| Stucture | MOL Text |
P P TPy —, ey y |1 1243366 | 100 1242366 | 236.0869 |1 | Salicylanilide | (Msha)+

"? . pd235'055'5°" aniice: k. pectrum (r: 5.341 min) ] 5822 | 1816 ez | o |1 (Mehiz)+
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@Cumpmllll List

Cpd 12: Salicyl Salicylanilide L 87.8 213.078 213.07 Positive
Cpd 7: Methyl 3| Methyl 3-(2.3-dih..| C13H12805 86.17 Pass
Cpd 5: Talarom.. Talsromycin 4| C12H22 04 86.12 Pass
13| Cpd 13 3-oxo-..| 3-oxo-dedecanoi..| C12H2203 8412 Pass
16| Cpd 16: Ferimz... Ferimzone| C15H18 N4 833 Pass
14| Cpd 14: (£)-3-P..| (Z)-3-Phenyl-Z-p.. CoHEO 83.05 Pass

2541157 2541154 Pasitive
2301517 230.1518 Positive
2141577 2141568 Paositive
C1857% 2541524 254 1531 Paositive
] . 132.0581 132.0575 Positive
10| Cpd 10: L-Ment..| L-Menthyl aceto..| C14 H24 02 80.06 Pass . 2401713 2401725 Positive
18| Cpd 18: Ellagic... Ellagic acid]| C14HE608 7363 Pass C10788 | 302.0073 302.0063 Paositive
20| Cpd 20: Gamm..| Gamma-glutamy..| C1THZTN .57 ‘warning 259.1552 259.1532 Positive
6| Cpd®&: Arachid..| Arachidonoyl Eth .| C22 H37 N 65.85 Pass | 94421-6.. C11635 347281 3472824 Pasitive
26| Cpd26:6-dem..| 6-demethylgrise .| C16H15CI 422 Pass | 20168-8.. 338.0583 338.0557 Pasitive

Cpd 4: C24 M. C24N 027 4218 Pass 733.865 733.8658 104 2439 076 Pasitive
Cpd 18: C15 N.. C15N2 015 40.76 Pass 24783 4475798 -022 8153 -01 Pasitive
Cpd 8: C20 H1.. C20HIZN.. 397 Pass 338.1042 338.1042 0.05 79.38 0.02 Pasitive
22| Cpd22:C26H.. C26 HE NE.. 39.02 Pass 512.0622 512.0618 -077 78.04 -0.38 Positive
25| Cpd 25:C13H.. C13HI0N.. 37.62 Pass 4220564 4220571 143 7525 063 Paositive
et

g4n 10238

o

9.2% 9148

8509 16112

11534 4566

5342 7973

5011 4328

2341 3579

10.834 1838

20192 8022

1
1
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1

1) 6994 1512
1 5484 1874
1

1

1

1

1

1

1

1

1

1

1

5341 3335
10.584 2345
13.002 1240
10.584 1232

2341 1348

9354 1312
22.081 4041

2341 2026
20387 17110

5341 1638
21559 4609

| B -

iy

Cpd 24:C14H Cl4 He N2 3745 Pass 391.9774 391.9764 -2.58 7491 -1.01 Paositive
Cpd 9 C21 H1 C21H14N 3724 Pass 512.1291 5121292 0.12 7447 0.06 Pasitive
Cpd 2: C28HE C28H50N 361 ‘Warning 714.4376 714.4375 -0.21 7222 -0.15 Pasitive
23| Cpd 23:C22 M. C2ZNO1 3522 Pass 4638472 453 8471 -022 7044 -01 Pasitive
11| Cpd 11:C36H. C36 HEB M. 3505 Pass 7275333 7275333 01 7011 007 Pasitive
21| Cpd21:C220.. c2010 3428 Pass 4239502 4239491 -258 68.57 -1.08 Pasitive
15 Cpd 15:C25H.. C25HI3IN.. 3353 Pass 733.0133 733.0134 0.1 67.06 007 Positive
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Cpd TR Label T4+ Mame ¥+ Formula W+ Score™ T Flag Severity (Tgf) W+ CAS W+ KEGG W+ Mass T+ Mass (DB) W+ Mass (MFG) 7+ Diff (MFG, ppm) 7+ Score (MFG) ¥+ Diff (MFG, mDa) ¥+ Polarity ¥+ Max Z 7+ MinZ W+ RT ¥+ Height ¥+ lons ¥+ Z Count ¥+ ID Suumejl
1 DBS
1 DBSt
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1 DBS¢
1 DBSe
1 DBESt
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1 DBS:
1 DBS
1
1
1
1
1
1
2
2
1
1
1
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Secondary metabolite identification for 26 Entities unic J5:

J5 semble une étape cruciale dans la croissance de Phaeodactylum on détecte 26 composés
spécifiques a cette étapes dont:

Best Know: 9/926
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1l MS Peaks One: + FBF Spectrum (rt 9.341 min)

x

& Structure Viewer: Salicylanilide

Cpd 12: Salicylanilide: C13 H11 N 02; 9.341: +ESI FBF Spectrum (rt: 9.341 min)
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Label

Cpd 12: Salicyl...

i

Name 7+
Salicylanilide

Formula 7+ Score™ 7R Flag Severnity (Tgt) ¥R CAS 7R KEGG T+

CI3HTTNL.

86.17

2541157

Positive

Mass ¥+ Mass (DB) ¥+ Mass (MFG) ¥+ Diff (MFG, ppm) 7+ Score (MFG) ¥+ Diff (MFG, mDa) ¥+ Polarity ¥R MaxZ ¥+ MinZ v+ RT v+

7| Cpd 7: Methyl 3..| Methyl 3-(2.3-dih..| C13H1805 Pass 2541154 Paositive 1 1
5| Cpd 5: Talarom.. Talaromycin A| C12HZ22 04 8612 Fass 2301517 2301518 Positive 1 1 9.29¢
13| Cpd 13: 3-oxo-.. | J-oxo-dodecanci..| C12H22 03 2412 Pass 2141577 2141565 Pasitive 1 1 B8.50"
16| Cpd 16: Ferimz... Ferimzone| C15H1E N4 a1 Pass | 89269-6... C18579| 2541524 2541531 Paositive 1 1| 11.8¥
14| Cpd 14: (Z)-3-P..| (Z)-3-Phenyl-2-p.. C3HEO 83.05 Pass | 57184-6. 132.0581 132.0575 Positive 1 1) 9.34
10| Cpd10: L-Ment..| L-Menthyl aceto..| C14H2403 B80.06 Pass | 59557-0... 2401713 2401725 Paositive 1 1| 9011
18| Cpd 18: Ellagic... Ellagic acid| C14HEOE 7363 Pass | 476-66-4 C10788| 302.0079 302.0063 Paositive 1 1) 9341
20| Cpd 20: Gamm..| Gamma-glutamy_.| C11HZ1 N 7157 ‘WWarning 289.1552 2891532 Positive 1 1| 10.8%
6| Cpd6: Arachid..| Arachidonoyl Eth..| C22H37 M. 65.85 Pass | 94421-6... C11685| 347.281 347 2824 Paositive 1 1| 201%
26| Cpd 26: 6-dem..| E-demethylgrise.| C1EH15CL. 422 Pass | 20168-8 . 338.0582 338.0857 Pasitive 1 1| 6.9
4| Cpd4: C24N. C24N 027 4219 Pass 733.865 733.8658 1.04 8435 0.76 Pasitive 1 1| 545
19| Cpd19:CI15N.. C15N2 015 40.76 Pass 447593 447 9259 -0.22 8153 -0.1 Pasitive 1 1 934
8| Cpd & C20H1. C20H1Z M. 87 Pass 338.1042 3381042 0.05 79.39 0.02 Paositive 1 1| 10.58
22| Cpd22:C26H. C2EHENE. 3502 Pass 512.0822 512.0618 -0.77 78.04 -0.3% Positive 1 1| 13.00:
25| Cpd25:C13H. CI3HIO M. 3762 Pass 4220564 4220571 143 7525 063 Paositive 1 1| 10.58
24| Cpd24:C14H. Cl4H4 N2 3745 Pass 3919774 391.9764 -258 7491 -1.01 Paositive 1 1) 9341
g Cpd 5 C2THIL. C2THI4 M. 3724 Pass 512.1251 5121232 012 7447 0.06 Positive 2 1| 535
2| Cpd2:C28H5. C28 HEO M. 361 ‘\wiarning T14.4376 T14.4375 -0.21 7222 -0.15 Paositive 2 1) 2208
23| Cpd23:CZ2MN.. CZ2ZNON 3522 Pass 4535472 453547 -0.22 7044 -0.1 Pasitive 1 1) 9341
11| Cpd 11: C36H.. CIEHEE M. 35.05 Pass 7275333 7275333 01 7011 0.07 Paositive 1 1| 2038
21| Cpd21:C220.. C22010 3429 Pass 4239502 4235491 -258 6857 -1.09 Pasitive 1 1) 9341
16| Cpd 15:C25H.. C25HIZ M. 3353 Pass 733033 7330134 01 67.06 0.07 Paositive 1 1) 21.5%
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1l MS Spectrum Resuits x ||° |l MS Peaks One: + FBF Spectrum (rt: 8695 min) X || & Structure Viewer: Sulfacytine x
2 e 183 Peak + Abund i Abund % & Abund % (Nerm) & MaxAbund® miz + Z& Lsbel = Speci|| Stuctue [MOL Text |
2 | Cpd 10: Sulfacytine; C12 H14 N4 O3 S; 8 695 +ES| FBF § 2635 mi DlR 66 | 1408 676 ZTOMT |1 (HeH)
%102 |Cpd 10: Sulfacytine: : + pectrum (rt: 8,635 min) R 2 82277 [0 182277 | 2950858 | 1 | Sulfacytine | (MeH)+ i
29 (MsH)- 3 38617 213 38817 296.0877 | 1 (MeH)+
184 v °
1o oY \
\\-. 5,
14
e W ‘\
12 o
14 W
0.8 fJ\ | n
081 770747 x |
044 (MeH)-H20]
024 | ' @ u
2f6 217 278 27s 280 281 282 283 284 285 245 287 28e 29 250 281 282 283 294 255 286 257
Counts vs. Mass-to-Charge (miz) CH3
_|]_|_ MS Spectrum Results | Spectral Difference Results | J < m >
@CnmpmllllLixl b 4
Cod T8 Label T4 Name T Formula 76 Score™ ¥ Flag Severity (Tof] T CAS T KEGG T Mass T8 Mass (DE) T8 Mass (MFG) 7 Diff (MFG, ppm) T4 Score (MFG) T8 Diff (MFG, mDa) T8 Polarity T8 MaxZ T Min 278 RT T4 Height T8 lons T8 Z Count T4 1D 5,
| 21| Cpd21:1.2-Di.| 12-Dihydro-1.1.6-trim C13H16| 79.44| Varning | 20364-3.. | | 1721253 1721282 | | | | Positive| 1 1| 22241 3241 | 3| 1
7| Cpd 7: DMG-ML. DMG-MINO| C27 H35 .. Positive

Sulfacytine C1ZHI4N Positive

Best W8 Name W+ Formula’ W+ Score ¥4 Mass 78 Mass (DB) 7 Mass (MFG) ¥+ Diff (ppm) 7+ Diff (sbs. ppm) ¥R Diff (mDa) W+ RT -8 RT Available (DB) ¥ RT (DB) 75| RT Diff ¥ ID Source ¥4 Score (DB) 7 Num Spectra ¥+ Score (MFG) 78 DBE ¥ Species ¥4 mz 78 C4
s Cyanthoate| C10H19 N2. 5487 294.0784 2940803 635 635 187| 2695 N DBSearch 5437 0 (M+H)+| 295.08.| 37!
“ Sulfacytine| C12 H14 N4. 7022| 2340785 2340787 08 06 018 2895 [ DBSearch 7022 0 (M+H)+| 235.08_| 17|
& TRAM-3| C19HI5CIO 3532 2940783 234.0811 951 951 28| B86% N DBSearch 3532 0 (M=H)+| 23508,

Cod ¥4 Llabel TH Name ¥8 Formula ¥4 Score™ W+ Flag Severity (Tgl) 78 CAS V5 KEGG 7+ Mass 7+ Mass (DB) T Mass (MFG) ¥+ Diff (MFG, ppm) 7 Score (MFG) 7+ Diff (MFG. mDa) ¥ Folarity ¥ MaxZ ¥ MinZ ¥+ RT ¥+ Height ¥4 lons T+ ZCount 7+ 1Dz
20 Cpd 20- Ganod Gancderic acid L| C30 H46 08 6186 Pass 1026 5343185 5343193 Positive 1 1| sz 1674 2 1
16 Cpd 16: Ganod. Ganoderic acid L| C30 H&6 08 6164 VWarning | 1026 5343175 5343193 Positive 1 1] 8239 1644 2 1
17 Cpd 17: Fucox. Fucoxanthin| C42 H58 OB 593 Pass | 3351-28 COB596| 658 4225 £58 4233 Positive 1 1] 19848 2361 2 1
14| Cpd 14: Cicles. Ciclesonide| C32 H&4 07 5154 VWarning | 141845- 540.3081 5403087 Positive 1 1 e214 1350 2 1
15 Cpd 19: Ganod. Ganoderic acid L| C30 H46 08 73 VWarning | 102607- 5323157 5343133 Positive 1 1 ez 1674 2z 1
22| CpdZ2 CE5H C45 Ha5 N9 4573 Pass 711.37%9 711.37% 0.08 006]  Positive 2z 2| 17433 1741 3 1
73] Cpd 13: C16H. CIEHZE ML 1266 Pass 4302175 4302176 02 009 Positive 1 1| 843 2621 3 1
3] Cpd 3 CIBHZ C1gH3T I 39.39 Varning 472718 472712 126 053] Fositive 1 1 el0s 10095 3 1
2| CpdZ €56 HB. €56 HB3 .. 3879 Warning 347 5389 347 6398 1 085  Fositive 1 1] 21418 5624 4 1
11| Cpd 11:Ca Al COHIONS 3878 Pass 254 471 2540474 1 028  Positive 1 1| ea68 2837 5 1
3| Cpd5:C29 HE. CI3HEE M. 3648 Pass 787 5485 787 5478 108 085 Positive 1 1] 5802 170 3 1
5| Cpd 6 C30HE. CI0HEE N 3388 Pass 200 2525 200 259 045 036 Positive 1 1] 22685 8021 5 1
8| Cpd& CiZHZ C1ZHZNZ. 07 Pass 785 9857 285 9862 187 053] Positive 1 1 1ems nm 2 1

23| Cpd23: CA9H. C49H51 L. 7724 Warning 713.33% 7133581 EE] 141]  Fositive 2z 2] 18.208 1458 2 T
T T A T — = v e = P m— = = e = =

m >

Secondary metabolite identification for 23 Entities unic J6:

J6 semble étre une autre étape cruciale dans la croissance de Phaeodactylum proche de J5 et
pour laquelle on détecte 23 composés spécifiques mais dont l'identification se résume a 1 ou 2
composés pour lequel I'identification donne un score acceptable

Best Know: 2/23

Cpd 10: Sulfacytine; C12H14N403S @8.695 Score: 70.22



Secondary metabolite identification for 23 Entities unic J6:

Best Know: 2/23

e Cpd 10: Sulfacytine; C12H14N403S @8.695 Score: 70.22

Sulfacytine is a member of benzenes and a sulfonamide. Sulfacytine is a short-acting, broad-
spectrum sulfonamide and a synthetic analog of para-aminobenzoic acid (PABA) with
bacteriostatic property. Sulfacytine competes with PABA for the bacterial enzyme
dihydropteroate synthase, thereby preventing the incorporation of PABA into dihydrofolic acid,
the immediate precursor of folic acid. This leads to an inhibition of bacterial folic acid synthesis
and de novo synthesis of purines and pyrimidines, ultimately resulting in cell growth arrest and
cell death

Cpd 20: Ganoderic acid L; C30H4608 @8.238 Score: 61.86

There seems to exist certain relationship between specific Ganoderic acid production

(ie content) and DOxygenT level. Further experiments were conducted to explore this potential
Relationship (YJ Tang et al. 2003)
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D@ | (1) RunIDWizard | f) (44| & |1l |Z|| Saveand Return

 1l1 MS Specirum Resulls % ||/ 1} MS Peaks One: + FBF Spectrum (1t 16.204 min) x || & Structure Viewer. (:)8(9}-EET x
2 et Q[ | Peak + Abund+ Abund % & Abund % (Norm) & Max Abund ® mlz 41 Z8  Label 4 Specie|| Stucture [MOL Text |
. b1 192467 | 100 192467 | 3433245 | 1 | (£)8(9)-EET | (M+Na]
10 [Cpd 1. (2)8(9)-EET, C20 H32 03, 16.204: +ESI FEF Spectrum (1t 16.204 min) 5 PR IREIYE YETTEE S tia]
i 3 93525 | 4865 23535 45232 |1 {Mahiz]
164
1.4 o
o]
12 i ;
1 -
OH
0.8 .
0.6 an
0.4
0.24
U_I T T T T T T T T T T T T T T T T T T T 1
5 1 15 20 25 30 33b 40 45 50 55 €0 65 70 75 2 & W %
Counts vs. Mass-to-Charge (miz)
1l) MS Spectrum Results | Spectral Difference Results | <] [0 [ [>
Cpd TE Name TH  Fomuda ¥ Scoe ¥ FlagSeverity (Ta) W CAS T8 KEGG T+ Mass ¥ Mass (DB) ¥ Mass (MFG) T8 Diff (MFG, ppm) ¥ RT 7 lons ¥+ Score (MFG) 7+ Diff (MFG, mDa) ¥+ Polarity T4 Max Z ¥ MinZ ¥ Height T+ Z Count ¥4

C7HIEN302 1731154 Positive

Warning 173.1164

C4ZHEIN2IOS Pass 645.3756 645.3753 -051| 22672 52.88 -0.33 Positive

88.12 -07 Positive

CI8H3ENO4 Pass 3282573 329.2566 -2.13| 16.868

ca| ~| @ | ;|| ra] w B
| af = o o] 2] =] =
| af = o o] 2] =] =

2
4
5
C45HEINOES 4166 Pass 751.4851 751.4846 -069| 19.027 3 8332 -052 Positive
Azithromycin C38H72 N2 012 3695 \wiarning | 83805-01-5 COBB3B| 7485033 7485085 20.891 2 Pasitive 7472
Pass 457.1959 7.593 2 Positive 2616
Wwarning 1625.1838 12764 k] Positive 1265
\Warning 1150.1832 5274 3 Positive 933
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(€} Compound List

x

Cpd T+

Label

] 1
Best T4 Name: ¥+ Formula’ W+ Score 7+ Mass ¥4 Mass (DE) ¥+ Mass (MFG) ¥ 4| Diff (ppm) ¥4 Diff (abs ppm) ¥+ Diff (mDa) ¥+ RT ¥+ RT Available (DB) - RT (DB) ¥+ RT Diff ¥ ID Source ¥+ Score (DB) ¥+ Num Spectrs 7+ Score (MFG) ¥+ DBE ¥+ Species 7+ m|
B | [+)8(9)}EET| C20H3203 5745 3202354 3202351 091 091 029 16204 N DBSearch §7.45 0 {M+Na)+| 3
I~ [914(15)-EET| C20H3Z03 5745 3202354 3202351 08 031 028 16204 N DBSearch 5745 0 [MNa)+| 3]
& EHETE| C20H3203 5745 3202354 3202351 K] 0391 023 16204 [ DBSearch 97.45 0 (MeNa)+| 3
& B(SFHETE| C20H3203 5745 3202354 3202351 08 0391 023 16204 N DBSearch 5745 Z (M=Na)+| 3
B | (2]12-HETE| C20H3203 9745 3202354 3202351 091 091 029 16204 N DBSearch 9745 3 (Mea)+| 3]
B | 16R-HETE| C20H3203 9745 3202354 3202351 031 oo 029 16204 N DBSearch 9745 5 MeNa)+| 3]
B O 9(SFHETE| C20H3203 5745 3202354 3202351 EGE]] A oo 023 16204 N DBSearch 5745 2 Mea)+| 3
B O 5.3.10.14-Eicosatetraencic..|  C20 H32 03 9745 3202354 320 2351 EE] /oo 023 16204 N DBSearch 9745 0 MeNa)+| 3]
B[O {=11(12]EET| C20H3203 9745 3202354 320 2351 EE] Ji 091 023 16204 N DBSearch 9745 0 (MeNa)+| 3]
B | 12HETE| C20H3203 5745 3202354 3202351 08 / 091 028 16204 N DBSearch 57.45 0 MeNa)+| 3]
Cpd w8 Label wa Name v&  Formula 8 Score V4 Flag Severity (Tgtf] w8 CAS ¥4 KEGG V8 Mass W8 Mass (DE) ¥ Mass (MFG) v Diff (MFG, ppm) 78 RT 78 lons 78 Score (MFG) V-8 Diff (MFG, mD}
B 9 Cpd 9: Indospicine; C7 H15 N3 02: 5,851 Indospicine CTH15 302 5268 \Warning| 16377-00-7|  C08288| 1731154 1731164 5851 F
B H Cpd 2 C42 H51 N30 5; 22672 C42H51 i30S 2644 Pass 6453756 5453753 051| 22672 4 9282
- 3 Cpd 3 C18 H35 N O4; 16 868 CIBHJ5N D2 2408 Pass 3297573 329 7566 213] 16868 3 8812
& 5 Cpd 5: C45 HES N 06 5; 19.027 C45HEANQES 4166 Pass 751.4851 75142845 089] 19.027 3 8332
] 4 Cpd 4 Azithromycin; C38 H72 N2 012, 20.851 Azithromycin|  C38HJ2N2012 3695 \Warning | 23805-01-5  COBE3R| 7485033 748 5085 20891 H
3 Cpd 6. 7593 / Fass 257.1999 7593 H
7 Cpd 7. 22264 / Warning 1625.1838) 22264 B

Formula

T Score T+ Flag Sevenity (Tgl) ¥R CAS T+ KEGG T+ Mass T+ Mass (DE) T+ Mass (MFG) 7+ Diff (MFG. ppm) ¥ RT T+ lons ¥+ Score (MFG) 7+ Diff (MFG. mD)
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JJ_LMSSDE!:[[IIH Resulis x JH;MSPeikx One: + FBF Spectrum (it 7.732 min) ¥ ||' & Structure Viewer: Ethyl menihane carbaxamide x

g Pesk & Abund & Abund % 4 Abund % (Nerm) & MaxAbund& miz & 24 Label || Structure [MOL Text
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3 3287|123 37287 232341 (1

e H3C \/NH / 0 -

\/ )

Cpd 4: Ethyl menthane carboxamide; C13 H25 M O; 7.732: +ES| FBF Spectrum (rt: 7.732 min)
22922681
(M+HH4)+

CH3

2302314
(M+NH4)+

231 2341
m [M+NH4)+
= H3C

1li MS Spectrum Results | Spectral Difference Resulis | J < T >

2282 2284 2256 2288 230 2302 mbs  23be 23be 231 2312
Counts vs. Mass-to-Charge (m/z)

Cpd

@ Compound List b 4

TR Label T+ MName Formula ¥+ Score™ ¥+ Flag Severity (Tgt) ¥R CAS ¥+ KEGG ¥+ Mass V8 Mass (DB) W8 Mass (MFG) v+ Diff (MFG, ppm) ¥ RT 7+ lons 7+ Score (MFG) 7+ Diff (MFG, mDa) 7+ Polarity 78 Max Z 7 MinZ ¥+ Height 7+ ZCount ¥+ ID

12| Cpd12:226.6.| 2.2 66 Tetramethyl-4-pi COHITNO Pass | 826-26-8 155.1316 155.131 2 Positive 1 1 36289 1
1| Cpd 1: 10Z-non 10Z-nonadecencic acid C19H36 02 8483 Pass |73022-0.. 296.2713 296.2715 9495 2 Positive 1 1 3365 1
8| Cpd 8 N-[14-M N-{14-Methylhexadecan CZTH4INDO 84.06 Pass | 260058- . 323.3189 322.3188 17.392 2 Positive 1 1 16730 1

10| Cpd 10: 1-Tride... 1-Tridecens C13H26 8339 Pass [ 243 182 2044 1822035 9182 2 Positive 1 1 12764 1
2| Cpd 2: Pentami... Pentamidine| C19H24 N4 02 749 \Warning| 100-33-4 C07420| 340.1883 3401899 7.369 2 Positive 1 1 2749 1

18| Cpd 13: Cycloc... Cyclocalopin D C23H32013 7186 Pass 516.1238 5161843 9035 4 Positive 2 1 3400 2

18| Cpd 15: Ribofla.. Riboflavin (Vitamin B2) | C17 H20 N4 08 65.36 Pass| 83835 C00255 | 376.1411 3761383 83818 5 Positive 1 1 13472 1
9| Cpd 9 Mynicato... Myricatomenteside | C26 H32 010 5316 Pass (131 504 2012 504 1995 7.848 4 Positive 2 1 32197 2
7| Cpd7.C21H4. C21H44 N2 02 4954 Wwarning 356.3405 356.3403 -0.52| 18773 3 8508 -0.19 Pasitive 1 1 R9226 1

16| Cpd 16:C14 H.. C14HIDNZ O 4507 Pass 242 2363 2422388 =209 8617 3 898.15 -0.51 Positive 1 1 7670 1

14| Cpd 14:C12H.. C12HZeNZ2 O 4824 Pass 214.2063 2142045 -3.51 7679 3 96.47 -0.75 Positive 1 1 22353 1

13| Cpd13:C20H.. C20HZZ N14.. 4165 \Warning 506.2001 506.1935 -0.27 7.853 4 83.31 -0.13 Positive 2 1 22663 2

11| Cpd 11:C44 H.. C44 HB4 N2 04 40,65 Pass 674.4086 6744084 -0.31| 20.796 8 813 -021 Positive 1 1 3570 1
6| Cpd & Chlorma... Chlormadinone acetate C23H23C104 4022 Pass | 202-22-7 C12729| 4041725 4041754 10.202 4 Positive 1 1 B672 1

17| Cpd17:C18H C18 HZZ N14. 3991 Pass 514.1908 514.1898 -2.08 9.034 4 79.81 -1.07 Positive 2 1 3875 2
5| Cpd 5: Morroni Morroniside C17 H26 011 3972 Pass | 25406-6.. C17000| 406.1409 406.1475 21.149 6 Positive 2 1 3059 P

18| Cpd 18:C17H CITHMNZO 39.66 Pass 2822673 2822671 -0.54 9603 2 7933 -0.15 Positive 1 1 4192 1

Secondary metabolite identification for 19 Entities unicJmax de 10 a 11

Best know: 5/19

Cpd 4: Ethyl menthane carboxamide; C13H25NO @7.732 Score :97.75

Cpd 12: 2,2,6,6-Tetramethyl-4-piperidinone; C9H17NO @6.695 Score: 85.65

Cpd 1: 10Z-nonadecenoic acid; C19H3602 @ 9.495 Score: 84.83

Cpd 8: N-(14-Methylhexadecanoyl)pyrrolidine; C21H41NO @17.392 Score: 84.06
Cpd 10: 1-Tridecene; C13 H26 @9.182 Score: 83.39
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3 Cpa 3 Ethyim.| Elhyl merthane carboxa. | C13H25N O 925 21119% B Positve; 1 1 1
© T2 Cpd12 2285 CSHTTNO e T 3] Positve) T T T
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Secondary metabolite identification for 19 Entities unicJmax de 10 a 11

Best know: 5/19

Cpd 4: Ethyl menthane carboxamide; C13H25NO @7.732 Score :97.75

Cpd 12: 2,2,6,6-Tetramethyl-4-piperidinone; C9H17NO @6.695 Score: 85.65

Cpd 1: 10Z-nonadecenoic acid; C19H3602 @ 9.495 Score: 84.83

=2Inhibitors of oleamide hydrolase

Cpd 8: N-(14-Methylhexadecanoyl)pyrrolidine; C21H41NO @17.392 Score: 84.06
Cpd 10: 1-Tridecene; C13H26 @9.182 Score: 83.39
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= Entity Inspector

Compound Mame |99, 1048@5.406999

99, 1043.@5. 406999
CAS Mumber

Mass |99.10479736328125

RT |5.406999111175537

Frequency |28

Annotation | Data | Profile Plot | Spectra | BoxWhisker Plot

Annotation Value
Compound 99 1048@5. 406999
Mass 99,1048
Fetention Time 5.407
Alignment Value
Annotations
CAS Mumber
ChEBI 1D

iz | Entity Inspector

Compound Mame | 2802, 3486(@5. 539001

2802.3486@5. 5390

CAS Number

Mass |2802.3486328125

RT |5.539000988006592

Frequency |22

Annotation | Data | Profile Plot | Spectra | BoxWhisker Plot

Annotation Value
Compound 2802.3486@5.539001
Mass 2802 3486
Retention Time 5.539
Alignment Value
Annotations
CAS Mumber
ChEEI ID

| Configure Columns




Créations des nouvelles
interprétations

[ Create Interpretation (Step 1 of 4)

Select parameters

b By [ Create Interpretation (Step 2 of 4)
analysis, Select the pa
grouped into an exper

Select Profile Plot Display Modes

Select a display mode (Mumerical /Categorical) for each parameter,
This information is used only for the Profile Plot View,

For @ "Numerical” parameter, each parameter value is connected to the next.
For a "Categorical” parameter, distinct parameter values are not connected.

Select experiment paramete

[Class

Species

Mumerical

@)

@ Create Interpretation (Step 3 of 4) m Create Interpretation (Step 4 of 4)

Categorical

®

Select conditions
Select the conditions defined by the selected parameter(s) to indude in the interpretation. Samples within a
condition are considered as replicates, If Averaged, for each entity, the average intensity value across
replicates will be used for visualization and analysis. For experiments with flags, only measurements with
permitted flags will be used for visualization and analysis.

Save Interpretation
This page displays the details of the interpretation created.

Mame |1 Species (JO—Jl—J4}|(Non—averaged}

MNotes

Unselect conditions to exdude

Creation date | Thu Mov 19 15:46:35 CET 2020

Last modified date | Thu Mov 19 15:46:35 CET 2020

Owner  |gxuser

Average over replicates in conditions  |Mo

Conditions | Lse Measurements Flagged

[=] Select all
Average over replicates in conditions
() Averaged

| Conditions
10]
1]
4]

() Non-Averaged
(®) Both

Use Measurements flagged
[wPresent
[[Marginal
[[]Absent

| <<Back || Mext = Finish




Log2 Normalized Intensity Values

20

10 4

=10 A

E2: Log2

E3: Log2

o ] O —

F1l: Log2

F2: Log2 F3: Log2

11 :
1 Species (JO-]J1-J4) (Non-averaged)

11: Log2

12: Log2

14
J

13: Log2




Log2 Normalized Intensity Values

20

M3: Log2

01: Log2

02: Log2

2 Species (J8-)10) (Non-averaged)

Jmax10-11

Q1l: Log2




Log2 Normalized Intensity Values

20

K1: Log2

K2: Log2
16

K3: Log2

M1: Log2 M2: Log2 M3: Log2 01: Log2 02: Log2 Q1l: Log2 Q2: Log2

18 —_—  Jmax10-11—

3 Species[]6] [J8] [Jmax10-11] (Non-averaged)



Log2 Normalized Intensity Values

204

J1: Log2 J2: Log2

J3: Log2

15
Diatom

[Diatom. 151 (Non-averaaed)

Log2 Normalized Intensity Values

201

10 1

K1: Log2 K2: Log2

L 16
J!

Diatom

[Diatom. 161 (Non-averaaed)



A Fitter by Flags (Step 2 of 4)

Input Parameters

7 . ’
Entities are filtered based on their flag values. Select the flag values that an entity must satisfy to pass the filter by defining the acceptable flags. C re at I O n d e I a n a Iyse I
Define the stringency of the filter by selecting the minimum number of samples in which entity must pass the filter or by selecting the minimum

percentage of samples within any x out of y conditions in which the entity must pass the filter, CO rres po n d a nte
Acceptable Flags
EPfesent : Hy1= JO+JJ+J4

[[IMarginal

[absent - 15
- 16

Hy2=J8+Jmax
@ st 2] vt st e i e Avec hyl 100% of the values
O atieast | 1]outof 8 samples have acceptabe vaues in any 3 out of 3 conditions
have acceptable values
Et Hy2 2 out of 2

Help <<Back || Mext>> Finish

B Filter by Flags (Step 3 of 4)

Output Views of Filter by Flags
Profile plot and spreadsheet view of entities that passed the filter.

Displaying 2506 of 4113 entities where at least 100.0 percent of samples in any 3 out of 3 conditions have flags in [P]

Harmalized Intensity Val..

E2: Log2 E3: Log2 F1. Log2 F2: Log2 F3: Log2 11: Log2 |2: Log2
L JO 1 L Jl 1 L JAI

1 Species (JO-]1-14) (Mon-averaged)

B Spreadsheet | s Profile Plot %

Help | <<Back | Next>> | Fnish




[ Filter by Flags (Step 2 of 4)

Input Parameters

Entities are filtered based on their flag values. Select the flag values that an entity must satisfy to pass the filter by defining the acceptable flags.
Define the stringency of the filter by selecting the minimum number of samples in which entity must pass the filter or by selecting the minimum
percentage of samples within any x out of y conditions in which the entity must pass the filter,

Acceptable Flags

[W]Present
[(Marginal
[CJabsent

Retain entities in which

(®) atleast %% of the values in any out of 2 conditions have acceptable values
() atleast out of 7 samples have acceptable values

[MeEad || Next »> || Finish || Cancel

[ Filter by Flags (Step 3 of 4)

Output Views of Filter by Flags
Profile plot and spreadsheet view of entities that passed the filter.

Displaying 1879 of 4113 entities where at least 100.0 percent of samples in any 2 out of 2 conditions have flags in [P]

MNormalized Intensity Values

-5

M1: Log2 M2: Log2 M3: Log2 01: Log2 02: Log2 Q1l: Log2 Q2: Log2

L J8 : e J/max 10- 1 1 e

2 Species (J8-J10) (Non-averaged)

[EH spreadsheet | R4 Profile Plot X

I <<Back l Next >> Finish ,

Et Hy2 2 out of 2
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1 Interpretation_1 Species (10-
11-14) (Non-averaged)Filtered
on Flags [Present] 3 out of 3
2506 entities

2 Interpretation_ 2 Species
(18-110) (Non-averaged)
Filtered on Flags [Present] 2
out of 2

1879 entities

9 [Diatom, 6] (Non-averaged)
Filtered on Flags [Present]
2929 entities

8 [Diatom, J5] (Non-averaged)
Filtered on Flags [Present]
2790 entities

J@\fmg.mmarv ‘Enﬁtvl”latdllnspﬂ:tnr

E Caolor Experiment Name Entity List Count in Experiment  Countin Venn

™ Phaeodactylum tricornutum-2020 1 Interpretation_1 Specdies (10-11-14) (Mon-averaged)Filtered on Flags [Present] 3 out of 3 2506 2506
(] Phaeodactylum tricornutum-2020 2 Interpretation_ 2 Species (18-110) (Mon-averaged)Filtered on Flags [Present] 2 out of 2 1879 1879
™ Phaeodactylum tricornutum-2020 3 [Diatom, 15] {Non-averaged)Filtered on Flags [Present] 2790 2790
] 9 [Diatom, J6] (Mon-averaged)Filtered on Flags [Present] 2929 2929

I Fhasodactylum tricornutum-2020




A Filter by Flags (Step 1 of 4)

Entity List and Interpretation. 7 . )
Define inputs for Filter by Flags analysis. C reat | 0 n d e I a n a Iyse I I
Entity List |4113-Fold change = 2.0 | Hy1= Jo+lJ+)4
Interpretation |3 Spedies[J8] [18] [Jmax10-11] {Non—average:l | - J 5

- Hy3=J6+ J8+Jmax
Avec hy1 et 3 100% of the
values in any 3 out of 3
conditions have acceptable
values

[ Filter by Flags (Step 2 of 4)
y Flags (Step

Input Parameters

Entities are filtered based on their flag values. Select the flag values that an entity must satisfy to pass the filter by defining the acceptable flags.
Define the stringency of the filter by selecting the minimum number of samples in which entity must pass the filter or by selecting the minimum
percentage of samples within any x out of y conditions in which the entity must pass the filter.

Acceptable Flags
[#]Present
[Imarginal
[]Absent

B Filter by Flags (Step 3 of 4)

Output Views of Filter by Flags
Profile plot and spreadsheet view of entities that passed the filter.

Displaying 1796 of 4113 entities where at least 100.0 percent of samples in any 3 out of 3 conditions have flags in [P]

Retain entities in which

(@) atleast % of the values
() atleast out of 10 sample|

Maormalized Intensity Yalues

k.1 Log2 K2 Log2 K32 LogZ2 ML Log2 M2:Log2 M3: Log2 Ol Log2 02 Log2 QL Log2 Q2 Log2

L 16 I L 18 I oo M ax 10~ 1 1 —————

3 Species[]e] [JE] Jmax10-11] (Mon-averaged)

B Spreadsheet | s Profile Plot 3¢

Help [ <<Back |[ Nextz> || Enish
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1 Interpretation_1 Species (J0-
J1-14) (Non-averaged)Filtered
on Flags [Present] 3 out of 3
2506 entities

8 [Diatom, 15] (Non-averaged)
Filtered on Flags [Present]
2790 entities

3 Interpretation : 3 Species
[36] [18] [Imax10-11] (Non-
averaged)Filtered on Flags

[Present]
1796 entities

Jlil\fﬂmglmmarv ‘En'l:itvl”lal:dllnspectnr

Count in Experiment

Count in Venn

[v color Experiment Mame Entity List

] Fhaeodactylum tricornutum-2020 1 Interpretation_1 Spedes (10-11-14) (Mon-averaged)Filtered on Flags [Present] 3 outof 3 2506 2506
] Phaeodactylum tricornutum-2020 & [Diatom, 15] {Non-averaged)Filtered on Flags [Present] 2790 2730
| | I Phaeodactylum tricornutum-2020 3 Interpretation @ 3 Spedes[16] [J8] [Imax10-11] (Mon-averaged)Fitered on Flags [Present] 1796 17596




Comparaison

1 Interpretation_1 Species (10-

11-14) (Non-averaged)Filtered < _A na I ys e 1 .
on Flags [Present] 3outof 3 9 [Diatom, 6] (Non-averaged)
2506 entities gg'tg?ng't‘é tags [Present] H y 1=J0+JJ+J4

-J5
-J6
Hy2= J8+Jmax
Avec hyl 100% of the values in any 3 out of 3 conditions

have acceptable values
Et Hy2 2 out of 2

2 Interpretation_ 2 Species 8 [Diatom, J5] (Non-averaged) VS

(38-J10) (Non-averaged) Filtered on Aags [Present] /
Filtered on Flags [Present] 2 2790 entities

out of 2

1879 entities

1 Interpretation_1 Species (J0-
J1-14) (Non-averaged)Filtered
/ on Flags [Present] 3 out of 3 8 [Diatom, 15] (Non-averaged)

/ 2506 entities Filtered on Flags [Present]
Analyse Il:

Hyl=JO+JJ+)4

- 15

- Hy3=J6+ J8+Jmax
Avec hyl et Hy3

100% of the values in any 3 out of 3 conditions have
acceptable values

v

3 Interpretation : 3 Species
[36] [18] [Imax10-11] (Mon-
averaged )Filtered on Flags
[Present]

1796 entities




1 Interpretation_1 Species (J0-

J1-14) (Non-averaged)Filtered 1 Interpretation_1 Spec!es (J0-

on Flags [Present] 3 out of 3 9 [Diatom, J6] (Mon-averaged) J1-14) (Non-averaged)Filtered

2506 entities Filtered on Flags [Present] on Flags [Present] 3 out of 3
2929 entities 2506 entities

2 Interpretation_ 2 Species 8 [Diatom, J5] (Non-averaged)

(18-110) (Non-averaged) Filtered on Flags [Present]
Filtered on Flags [Present] 2 2790 entities

out of 2

1879 entities

1 statistical Analysis (Step 1 of 9)

Input Parameters
Select entity list and interpretation

Entity List | 1511 Entity list of selection communs & A1/ |

Interpretation |15 All Diatom Spedes (Non-averaged) | | Choose. .. |

[w] Exclude missing values from calculation of fold change and p-value.

<< Back || Mext == || Finish || Cancel

8 [Diatom, J5] (Non-averaged)
Filtered on Flags [Present]
2790 entities

3 Interpretation : 3 Species
[36] [38] [Imax10-11] (Non-
averaged )Filtered on Flags
[Present]

1796 entities




[ statistical Analy

tep 1of 9)

Input Parameters
Select entity list and interpretation

Entity List | 1511 Entity list of selection communs & Al |

Interpretation | 15 All Diatom Species (Non-averaged) |

[w] Exdude missing values from calculation of fold change and p-value.

(Step 2 of 9)

[ statistical An

Select Test

Select statistical test to be performed. Fold change ratio is calculated in respect to the selected conditions.

Select test

ANOVA

[ statistical Analysis (Step 3 of 9)

Select Posthoc test
Select posthoc test to be performed

PostHoc  |Nane v
ISMK.
Ukey HSD

A statictical Analysis (Step 7 of 9)

Help

Fold Change Pairing Options

You can choose one or more pairs of conditions or explidty spedfy all conditions against a single condition.

If you choose "Pairs of conditions™, fold change is caloulated as "Condition 1%/ "Condition 27,

If you choose "All against single Condition™, then fold change will be calculated as "Each condition™ / "Selected condition™
Mote: Computation of p-values is not affected by these selections.

Select pairing option : | All against single condition

Select condition

[a]

<<Back || Next >> | | Finish Cancel

[ statistical Analysis (Step 8 of 9)

Results

To apply a new p-valuefg-value cut-off, drag the respective “cut-off™ sliders or input the new value in the text box. To save entities
that passed the applied cut-off, dick ™Mext”. To save a subset of these entities as a custom entity list, select entities from the view
and dick "Save custom list” button. For any entity, in case any one or more Factors could not be evaluated then those entities would
not be considered for Statistical Analysis. Such entities would then appear as a separate tab called "Exduded Entities” besides the
spreadsheet for p-values/g-values below.

Please note that if any entity has less than two values in either of the conditions then that entity will get filtered out.

Displaying 479 entities out of 1511 satisfying Corrected p-value (Benjamini Hochberg FOR) cut-off 0.05.

Corrected p-value cut-off = 0.05 | Save custom list. .. |

<< Back || Next == | | Finish




Entitylist Inspector

Oneway ANOVA p (Corr) { [30] vs [11] vs [34] vs [35] vs [36] vs [38] vs [Imax10-11] ) cut-off = 0.05

Created from Advanced Analysis operation: significance Analysis.

AdLA Experiment: Phaeodactylum tricornutum-2020
479 entltles corrected p-value cut-off:0.05
Selected Test : Oneway ANOVA
Entity List: 1511 Entity list of selection communs & Analyse T ou I1

corrected p-value cut-off:0.05 ... mio s ooncr om

On 1511 Entities from Last modified date | Tue Nov 24 13:34:13 CET 2020

Owner | gxuser

s e I e Ct i 0 n CO m m u n S é A n a |ys e Technology | MassHunterQual. IDENTIFIED_UNIDEMTIFIED_COMPOUNDS.Phaeodactylum tricornutum-2020_2020_Oct_26_12_36_40

Number of entities | 479

I Ou II Experiments  [Phaeodactylum tricornutum-2020

Entities | Atiributes

Compound J p ([J0] vs [J1] Vs [J4] vs [J5] Vs [J6] vs [J8] vs [Jmax10-11]) |p (Corn ([J0L.|FC (J1] vs [JoD| Log FC (J1]vs [JOD |FC (abs) qJ1]vs [J0) | Regul.| FC (J4]vs [J0D |Log FC (.| FC (@bs) ..| Regulati...|FC (J5] V...
824.1175@5.237 3.78E-05 3.30E-04 . i . “1.04 i .

1567.1466@22.217995 £.92E-03 2.52E-02 . . . up -1.06 . . down
£18.4608@9.755002 2.83E-04 1 86E-03 . ] . up ~1.04 ] . down
203.9749@8.406002 5.46E-03 7 39E-02 . . . up 2.33 . . up
291.0427@8.405 1.55E-03 7.44E-03 . . . 2.29 1 . up
361.0756@8.405 4.46E-03 178E-02 . ] . 173 ] . up
216.0405@8.405 4.21E-04 Z.55E-03 . . . z.16 . . up
341.2671@8. 186002 9.38E-04 4.92E-03 . . . 128 . . up
174.0579@22 247992 357E-04 2 27E-03 1.02 up
538.3273@22.195005 7.21E-05 5 B9E-04 . . . 1.1z . . up
199.12 18@5.0459996 1.38E-04 1 06E-03 . . . 2.18 1 . up
269.1133@1. 1119996 3.21E-03 1 38E-02 -1.09 down
£

Find: (© Find Next (3 Find Previous [_| Match Case

Configure Columns

Created from Advanced Analysis operation: significance Analysis.

Experiment: Phaeodactylum tricornutum-2020

corrected p-value cut-off:0.05

Selected Test : Oneway ANOVA

Entity List: 1511 Entity list of selection communs a Analyse | ou |l
Interpretation: 15 All Diatom Species (Non-averaged)

p-value computation: Asymptotic

Multiple Testing Correction: Benjamini-Hochberg
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Steps Summary Report
The distribution of normalized intensity values across all samples is displayed in the Profile Plot.

2Experiment Grouping MassHunterQual.IDENTIFIED_UNIDENTIFIED_COMPOUNDS experiment, No. of sample(s): 29

3.Filter Flags

4.Filter By Frequency
5.QC on samples
6.Significance Analysis
7.Fold Change 204
8.IDBrowser Identification

10

Log2 Normalized Abundance Values

-104

-20 4

— 1 v

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
Blanc pos.. Blanc p.. blanc.. blanc.. El: Log2 E2: Log2 E3: Log2 Fl: Log2 F2: Log2 F3: Log2 I1: Log2 I12: Log2 I3: Log2 J1: Log2 J2: Log2 J3: Log2 KI1:Llo.. K2:Lo. K3:LlLo. MI1:Llo.. M2:Lo.. M3:Llo.. Ol:Lo. 02:Lo. Ql:Lo. Q2:Lo. blanc.. blanc.. double bla..

All Samples

[<<Back |[next>> || Enish | [ concel

N o —

Nouvel « experiment » basé sur 27
échantillons seulement Phaeodactylum
(without E1 et F1)+ Media + Solvant




orkflow Type - Analysis: Significance Testing and Fold Change (Step 2 of

Steps Experiment Grouping
15 R + Experiment parameters define the grouping or replicate structure of your experiment. Enter experiment parameters by dicking on the "Add Parameter™
-SLmmary Repor button. You may enter as many parameters as you like, but only the first two parameters will be used for analysis in the guided workflow, Other
parameters can be used in the advanced analysis. You can also edit and re-order parameters and parg
Significance analysis step will be skipped if there are no replicates in any of the condition(s). M R o . LT L A ~F 3
3.Filter Flags Fold change analysis will be skipped if more than one parameter is entered and if the second paramete] m rl"'1 E" E'"' FI EFIm ':nt L r:atl on I"I VIZa rd '-.51:"'-'F' '4 Uf 1 14'
4.Filter By Frequency
Displaying 29 sample(s) with 1 experiment ter(s). To change, use thi R -
5.0Can samp‘es ispiaying sample(s) wi experiment parameter(s, 0 change, use thel H mph r'jenrm
6.5ignificance Analysis % %] gﬁg |. . . . .
S eugcn p— To re-order the samples, select the samples and use the appropriate buttons on the right to move samples
\Fold Change amples ) B 3
8 IEromees et |[BFaNC 05 MITEU1=07 e up or down. This sample order wil be us_ed throught out the experiment,
Blanc pos Milieu1-03 Media Deselect the samples that need not be imparted.
Blanc miligu pos 01 Media
blanc milieu pos 02 Media
E1 0-J1
£z 0-J1
E 01 [ Sample Mame
F1 Jo-11 —
3 jo-11 [v] Blanc pos Milieu1-02
F3 Jo-J1 -
it Iz ] Blanc pos Milieu1-03
2 4 -
3 3 || blanc milieu pos 01
1 5 = il o
= i /| blanc milieu pos 02
IE] s
K1l e E Ez
K2 e
K3 I3 E E3
M1 g F2
M2 g E
W3 IE [v] F3
01 Umax10-11
0z Jmax10-11 E 11
Q1 Jmax10-11
Q2 Jmax10-11 [v] 12
blanc meoh pos 02 Blank
blanc meoh pos 03 Blank E 13
double blanc meoh pos 02 Blank E 11
v 2
Edit Parameter Delete Para E 13
v K1
] K2
] K3
v M1
v M2
v M3
v o1
v 02
[v] Q1
[v] Q2
[v] blanc mech pos 02
[v] blanc mech pos 03
[v] double blanc meoh pos 02
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Sample Summary

From the Entities tab, use merging options to manually merge entities. Spectra of selected entities are
displayed to help merging.
Compound Freguency tab displays the frequency of aligned compounds across all the samples.

Mass vs RT tab displays a scatter plot of compounds and spreadsheet has the summary of aligned
compounds present or absent in individual samples.

[ ] Export For Recursion

Total number of Aligned Compounds = 6263

Entities | Compound Frequency | Mass vs RT

Sample Summary

From the Entities tab, use merging options to manually merge entities, Spectra of selected entities are
displayed to help merging.
Compound Frequency tab displays the frequency of aligned compounds across all the samples.

Mass vs RT tab displays a scatter plot of compounds and spreadsheet has the summary of aligned
compounds present or absent in individual samples.

["] Export For Recursion
Merged Compound Mass Retention Time Total number of Aligned Compounds = 6263
132 069@6.07. .. 132 06320 6.072 Entities | Compound Fregquency | Mass vs RT
658.4239@20.. .. G5E. 4239 20819 Total Samples: 27
B29.5807@20.. .. 829 5867 20,883 500
610.1612@22.. .. Gl10.1612 22718 700
790 4042@22.. . 70 4642 22251
«» BO0 Sample Summary
3 9 0 2 ? ? 8 @2 3 P 3 9 I:I 2 ? ? 8 2 3 . 3 0 9 'g From the Entities tab, use merging options to manually merge entities. Spectra of selected entities are
180095 @?26 18[]0950 ?266 §5ﬂﬂ g‘:::z:dir:;ﬂ;i’fg%displays the frequency of aligned compounds across all the sample.s.
337.1753@3.6... 337.1753 3.643 & a0 Compounds present o sbeentin it sl o e ey oflored
3253?14@1? 3253?14 1?400 .'5 300 DErpcrtForRemrsmn
FBS.5088@22.. .. JB5. 5088 22.243 = Total number of Aligned Compounds = 6263
792.4799@23.... 792.4799 23.026 200 [ Enttes | Compound Freguency | Hass SR T |
S5E.1244@21.. . 558, 1244 21.358 100
658.4241@20.. .. G558 4241 20819 5 23 1
370.0943@21... 370.0943 21.366 ®owo=
BO3.56099@20.. .. B03.5699 20.553 o
o Frequency | Number
Preview Merged Entity Spectra 37 778
Compon e SEsctrs 26 111
1,260,000 25 106
4,000,000 24 544 : ! h ;
E z;:::: <] 5 10 15 20
3::n:nnn = RT {minutes)
[+l . A — Help
- AS'lmpIe Name |C P.. A Legend - Mass vs RT
. - Q1 3493 2770 | Glor by Frequency
Help <<Back || MNext>> | Finish Cancel 2 726 e
02 3760 2503
M1 3945 2318[,

Finish

Cancel




& ms Experiment Creation Wizard (Step 10 of 11)

Normalization Criteria

The compounds assocdated with each sample may be normalized to an internal standard, percentile shift,
median fold change, constant sum, quantile and/for an external scalar,

Mormalization | External Scalar

Mormalization Algorithm  |Mane |E|

E1 ms Experiment Creation Wizard (Step 11 of 11)

Baselining Options
There are four baseline options.

Mone - This option will treat compounds with large intensities as more significant than compounds with lesser
intensities,

Z Transform - This option should be used when comparing data from different sources.

Pareto - This option reduces the relative importance of compounds with large intensities.

Baseline each entity to median/mean across samples or control samples - These options will treat all
compounds equally regardless of their intensity.,

Options
") Nome

(") Z-Transform

() Pareto

(®) Baseline to | median w | of all samples

() Baseline to |median of control samples

Index Samples Control Samples

1|Blanc pos Milieul1-02 -
Z|Blanc pos Milieul-03
3|kblanc miliew pos 01
4{blanc milieu pos 02
S|E2
B|E3
7|F2
B|F3
] [e8

10]12 -

<< Back || Next >> | | Finig
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o p a g and Fold Chang p

Summary Report
The distribution of normalized intensity values across all samples is displayed in the Profile Plot.

ZExperment Grouping MassHunterQual. IDENTIFIED_UNIDENTIFIED_COMPOUNDS experiment, No. of sample(s): 27
3.Filter Flags

4.Filter By Frequency
5.QC on samples
6.Significance Analysis 20
7.Fold Change
8.IDBrowser Identification

109 ¢

Log2 MNormalized Abundance Values

-10 1

=201

T T T T T T T T T T

T T T T T T T T T T T T T T T
Blanc po.. Blanc.. blan.. blanc.. E2: L. E3: L. F2: L. F3:L. I11:L. 12:L. I13:L. JL:L. J2:L. J3:L. KL L. K2:L.K3:L. ML . M2:.. M3:.. O01l:L.02:.. Q1. L. Q2: L. blan.. blanc.. double bla..

All Samples
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Experiment Grouping
Experiment parameters define the grouping or replicate structure of your experiment. Enter experiment parameters by dicking on the "Add Parameter”™ button. You may enter as many
parameters as you like, but only the first two parameters will be used for analysis in the guided workflow, Other parameters can be used in the advanced analysis. You can also edit and re-order
parameters and parameter values here,
Significance analysis step will be skipped if there are no replicates in any of the condition{s).

3.Filter Flags Fold change analysis will be skipped if more than one parameter is entered and if the second parameter increases the number of conditions.

4, Filter By Frequency

Displaying 27 sample(s) with 1 experiment parameter(s). To change, use the button controls below.

5.QC on samples
6. Significance Analysis @ | - .

7.Fold Change

8.I0Browser Identification ||Bl&nc pos Milieul-02
Blanc pos Milieul-03

blanc milieu pos 01
blanc milieu pos 02

M2

M3

01

02

[

Q2

blanc meoh pos 02

blanc meoh pos 03
double blanc meoh pos 02




B Workflow Type - Analysis: Significance Testing and Fold Change (Step 3 of 8)
Steps Filter Flags

If flag values are present, entities are filtered based on their flag values. Otherwise, entities are filtered based on their signal intensity values. To change the filter criteria, dlick on the "Re-run
1.Summary Report Filter™ button

2.Experiment Grouping

3.Filter F Displaying 6263 out of 6263 entities where atleast 1 out of 27 samples have flags in [P, M].
4,Filter By Frequency

5.QC on samples
6.Significance Analysis
7.Fold Change

8.IDBrowser Identification

Filter Parameters
Acceptable Flags
[w|Present

[ |Marginal
[ |Absent

Retain Entities in which

(® atleast ot of the values in any out of & conditions have acceptable values
() atleast out of 27 samples have acceptable values

Jmax10-11 Media

| ok || cancel
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1 Workflow Type - Analysis: Significance Testing and Fold Change (Step 3 of 8)

Steps Filter Flags

If flag values are present, entities are filtered based on their flag values. Otherwise, entities are filtered based on their signal intensity values. To change the filter criteria, dlick on the "Re-run

1.Summary Report Filter™ button.

2.Experiment Grouping

3.Filter Flags Displaying 5427 out of 6263 entities where atleast 100.0 percent of samples in any 1 out of 8 conditions have flags in [P].

4.Filter By Frequency
5.QC on samples
6.Significance Analysis
7.Fold Change

8.IDBrowser Identification

Normalized Intensity Values

1[5 Jmax10-11 Media

Fhaeodactylum.t
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B workflow Type - Analysis: Significance Testing and Fold Change (Step 4 of 8)

Steps Filter By Frequency

Entities are filtered based on their Frequency of occurance across samples. Define the stringency of the filter by selecting the minimum
percentage of samples in which entity must pass the filter or by selecting the minimum percentage of samples within any x out of y
2.Experiment Grouping conditions in which the entity must pass the filter. To change the filter criteria, dlick on the "Re-run Filter™ button.

1.Summary Report

3.Filter Flags
g Displaying 5427 of 5427 entities where at least 100.0 percent of samples in any 1 out of 8 conditions has flag P

4.Filter By Frequency

5.QC on samples
6.Significance Analysis
7.Fold Change

8.IDBrowser Identification

Filtering Conditions

Retain entities that appear in at Ieas 3

() of all samples
() of samples in only one condition

(®) of samples in at least one condition

MNormalized Intensity Values

() of samples within each condition

Blank 15 16 Jmax10-11 Media

Phaeodactyium.t
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2 Add/Remove Samples Legend - 3D PCA Scores
Color by Diatom Pt

To remove additional samples or to add back samples to the
experiment, select the samples and dick on an arrow to mave them O Media
into the appropriate panel. Removed samples are not deleted from the
system and can be restored to the current experiment or used in other

10-11
experiments. o
Samples to be removed Samples to keep m 14
E1l Blanc pos Milieu1-02
F1 @ Blanc pos Milieu1-03 m 15
blanc milieu pos 01
@ EI:nc milieu pos 02 m s
- o
B Imaxid-i1
[ Blank
Description
Algorithm: Principal Compaonents Analysis
Parameters:
. Column indices = [1-27]
Y-Axis O Pruning option = [numPrindpalComponents, [4]]
Mean centered = true
Scale = true
( 3D scores = frue
PCA on = Columns
@ Q
5]
@° o°°
@
@ - e
Xefde— &) ~
@ T
S
o %@ ~ )
@ . Z-Axis

s

¥-Axizs  |Component 1(33.1%) v ¥-Axizs  |Component 2 (13.36%) W Z-Axis | Component 3 (7.78%)



Steps
1.5ummary Report
2.Experiment Grouping

3.Filter Flags

4.Filter By Frequency

6.5ignificance Analysis
7.Fold Change

8.IDBrowser Identification

Sample quality can be assessed by examining the values in the PCA plot and other experiment spedific quality plots.

Displaying 27 out of 27 samples retained in the analysis.

Phaeodactylum.t

[

|[Branc pos Milieu1-03

Media

[[lanc miliew pos 01

Media
[Media

—~_Z-Axis

Compaonent 2 (14. 76%)

Component 3 (8. 18%)

Legend - 3D PCA Scores
Color by Phaeodactylum. t
W Media

1031
14
15
%
8

Imax10-11

Blank

Description
Algarithm: Principal Components Analysis
Parameters:
Column indices = [1-27]
Pruning option = [numPrincipalComponents, [4]]
Mean centered = true
Scale = true
3D scores = true
PCA on = Columns
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Legend - 3D PCA Scores

Color by Phaeodactylum. t

O

O
(]
|
|
|
|

Media

Jo-11

14

15

1

13

Jrnax10-11

Blank

Description
Algorithm: Principal Components Analysis
Parameters:
Column indices = [1-27]
Pruning option = [numPrincipalComponents, [4]]
Mean centered = true
Scale = true
3-D scores = frue
PCA on = Columns

XATE

¥-Awis | Comygonent 1(36.53%)

—_—

v

—_—

-l-'-'-'-'-.-.-

Y -Axis
J
o
Q@
e
_'_,_,_.--"'
@ i
& o
° @ @ Q@

f-Axis

Component 2 (14, 765%G)

v

—

H‘"‘MHZ-Axis

Z-Axis

Component 3 (3. 18%)
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ificance Testing and Fold Change (Step 6 of &)

ificance Analysis
ntities are filtered bazed on their p-values calculated from statistical analysis. To apply the new p-value cut-off, drag the “p-value cut-off” slider or input the new cut-off value in the text box. You will not be able to proceed to the next
tep if no entities pass the filter,

Displaying 3886 out of 5007 entities satisfying corrected p-value cut-off 0LO5.

Description
ted Test: Oneway ANOVA
12 computation: Asymptotic
le Testing Correction: Benjamini-Hochberg
t Summary
P all P < 0.05 P < 0,02 P <001 P < 0.005 P < 0,001

cted p-value 5007 3886 3578 3357 3157 2662
ted by chance 194 71 33 15 2

Compound p (Corny
1331@21.596006 1.50E-11 T.21E-11| A
1975@22. 528994 2.00E-09 8.24E-09
13EE@23.494001 1.26E-08 4.BEE-08
IBFT@10.224 4.34E-04 8.29E-04
1234@20. 155005 Q 7OE-20 5. 29E-19
234@22.405006 8.7BE-10 3.74E-09
627@21 367002 7.BOE-20 5. 16E-19
243@23.028994 85.63E-12 4.17E-11
1288@22 243006 3.49E-12 1.71E-11
6E@2 1394005 1.31E-05 3.31E-05
1647 @22.251005 1.63E-10 7.42E-10
491@22 372002 4 10E-25 4 63E-24
|593@22.719994 5.27E-18 3.0BE-17
|Bol@22. 719994 3.11E-17 1.75E-16
4aB8@22 288002 S.64E-10 2.47E-039
647 @23.453001 1.27E-11 6.11E-11
|962@3 871 4 45E-28 B.02E-27|v

p-value cutoff =

<< Back || Mext == || Finish || Cancel




Steps Fold Change
Compounds that satisfy a fold change cut-off of 2.0 in at least one condition pair are displayed by default. To apply the new fold change cut-off, drag the Fold change cut-off™ slider or input the new cut-off value in the text box.

1.5ummary Report
2 Bxperiment Grouping Displaying 3802 out of 3886 entities with fold change cut-off of 2.0in 1 out of 7 condition pairs with [Blank] as the control condition.
3.Filter Flags
Compou...| FC QJ0-J... FC (4] v...| FC (5] v...| FC 16] V... FC J8] v...| FC (Jma...| FC (Med...|
#Filter By Frequency 132.069... 58.76| 122.27] 88.01]  63.76] 93.18] 27.76]  S6.08 |~
5.GC on samples 658.423. | 661081, | O80430.. | AOBT6E0.. | 726438.. | 304614, | 111126..| 3456.88 —
¢ Sanfeance Anslve 829.586..| 268338... 461864...| 145766... | 409832.. | 425420...| 204831... -1.00
-=IGNITCance Analysss £10.161... —54.44] -68.68 -72.34] -6664] -67.05| -67.43] -60.71

790.464... | 520715...| 628692...| 553820...| 537812...| 428885...| 142050...| 182925
180.095... | 142021....] 158042...| 923467, | 845450, | 788047, [417066....[863941....

8.1DBrowser Identification

337.175. | 431414 | 360357 | 750848 | 166738 534447 160754 | 45 18
325371 127 144 1.42 2 00 141 442 -124

785508 | 319757 ] 397335 | 335121 | 321720 | 248327 | 922145 | 232001

792.479_ | 130647_| 258330 | 138306_| 726004 | 307132_| 784933 | 9457

558124 | -5037] -7574] -68.93] 6197 5689 -5335] 4132

658.424. | 661381 | 080336..| 698764, | 726476, | 304410, | 111258, 3355.73 )

370004 | -8182] -8103] -8135 -B066] 8544 -8901 -82.76 8

803560 | 921374 | 152430 | 205762 | 169724 | 968203_| 351040 |  -1.00 =

658423 | 570394 | 146555 | 840438 | 575653 | 213250_|478684_ |  12.06 Z

273.180. | 251270 | 237603 | 253917537400 | 174645 | 57020.03]  -1.00 &

520.222. |578940..| 404491, 101464.. | 100736.. | 162741567048, | 154234... 2

678504 | 1112.71] 93518 027.89] 100181] 1208.79] 08938 66256 =

330.313. | 23101 -183.44] —235.06] -93.13 -79.05] -179.87] 61126 o

580392 | 115907 | 213769 | 121010 | 124161 | 466603_|826378 | 7551 5

536141 | -49.70] 5111 -5079] -43.19] -5110] -5271 52.79 E

658 424 | B26718_ | 147954 | 065842 | 888279 | 401553_|987771 | 64184 2

185 106... | 583540 .| 632388 | 844174 620992 600222 .| 945810 | 118500

750.528. | 135370.. | 185003. | 64463.14] 863914 173.20| 516487. |  -1.00

418365 | 5774 4039 5883 2900 -3479] 7468 -18689

287,196 | 155816 | 107113 | 410645 | 996777 |287491 | 88931.02]  -1.00

567.470. | -1093] -13.60] -19.86] -1491] -19.13] -2881 -150.18

479418 | 3175 <2348 <3520] <2047 <-25.19] <-4523] -109.25

300277 “105|  -110 111]  -105  -106] 5000  -117

738.433. | 858436 | 152235 | 632158 | 136156 | 254995 | 4662755 g 43

611.497..| -10.01] -12.92] -18.33] -14.22] -18.48] —25.08 -158.49

374338 | 11049 -77.34] -12540] 5137 —48.21] -119.87 -272.61

257.087. | 2183180 140597 | B7961.66] 78830 70| 66580.66] 3367220 6791978

462123 | -4538] -4832] -4222] -43.81 52095 5164 4994

55523 | <-19.79] -13.34] -18.47] -14.98 1868 2318 -173.31

354.062..| -95.08 0532 -97.01] 04.22] -99.04] -102.70] -99.23

787.524. | 068401 | 160218 | 974358 | 655051 | 343649 ] 107508 967 ' T T : ' T T T
£06.428.. | 991196. | 167770..| 106766..| 954276..] 507386743783 £54 (Blank] — [Jo-J1I L4l U3l el LSl (Jmaxl..  [Media]
755568 |253244 | 473776 | 471023 | 475124876277 | 3358  -1.00 Diatom Pt
790 464 | 521370 | 628743 | 553860 | 537030 | 428966 | 142050 | 129.76

956549 | 809485 _| 128103 | 836860_| 604251 | 314127_| 977679 __ -1.00, .~

Fold change cut-off

H Minimum no. of pairs | 1 W Control Groui |Blank

7/
[ | [ 1 [ | [ o




ipe - Analysis: Significance Testing and Fold Change (Step 7 of 8)

Steps Fold Change

Compounds that satisfy a fold change cut-off of 2.0 in at least one condition pair are displayed by default. To apply the new fold change cut-off, drag the "Fold change cut-off™ slider or input

L.Summary Report the new cut-off value in the text box,

2.Experiment Grouping
3.Filter Flags Displaying 4280 out of 4418 entities with fold change cut-off of 2.0in 1 out of 7 condition pairs with [Media] as the control condition.

4,Filter By Frequency Compou...| FC (Blan...| FC {J0-]..| FC {J4] v..| FC {J5] v...| FC (]6] v...| FC (£

5.QC on samples 132.088. .. -86.08 -2.22 1.42 1.03 -1.35 ~
£58.423... | -3456.88| 30281.97| 28622.04| 20213.57| 21014.28| 1141
8. Significance Analysis 829,586, -1.00| 458669...| 461864.. [145766... | 400832.. | 4254

510,161 5071 -1.10 -1.13 -1.19 -1.10 -

790 464 | -1829.25| 33062 43| 34368 84| 30275.80] 29400.67| 2344

8.IDBrowser Identification |I1gr g5 [C863041 | 2827 183 107 ~1.02 Z
337.175.. -345 18| 101141797537 | 166176 .| 36902.20] 1182
325.371.. 1.24 1.77 1.78 1.76 2.48
785.508...| -2320.91| 16479 46| 17119.79| 14439.21| 13861.82| 1069
792,479, -9457(217777...|273164... [ 146248, | 76769.25| 3247
558124 4132 -154 -1.86 -1.67 -1.50 -
658.424... | -3355.73| 31217.08| 29482 04| 20823.04| 21648.86) 1175
370.094. 82 76 -1.02 1.02 1.02 1.03 -
803.569. -1.00| 137468 | 152439 | 205762.. | 169724 | 9682
£58 423 -12 08| 133773 | 121572 |697167. . |477520. | 17690
273.180.. -1.00| 264387..| 237503.. | 253917.. [537400... | 17464
520.222..|-154234... 3.64 26.23 12.41 12.37 1
678.504...| -662.56 1.50 1.41 1.40 151
330.313.. 61126 3.45 3.33 2.60 .56
580.392... -75.51|311446....|283090... [ 160263... | 164425,
536.141 52.79 1.02 1.03 1.04 1.07
658 424 | -541.84| 22330.08| 23052.99] 15047.94] 13839 49
185 106 |-118500. | -47.12| -18.74] -14.04] -19.08
750528, -1.00| 128262 | 185003 | 64463.22| &&39.16
418,365, 186.89 421 4 63 3.18 6.25
287.196... -1.00] 173931..| 197113..| 410645.. [996777....
567.470... 150,18 10,56 11.04 7.56 10.07
479,418, 109.25 4.42 4.65 3.10 5.34
300.277.. 1.17 1.14 1.06 1.30 1.11
738 433 -8 48| 184522 | 179601 745797 160632 .
511,497 158 49 11.90 12 27 5.65 11.14
374338 272 61 315 352 217 531
257.087.. |-67919.78] -16.92 2.07 1.30 1.16
462.123... 49,94 1.10 1.03 1.18 1.14
£55.523... 173.31 12.62 12.99 9.38 11.57 . . . . . . . .

354.064.. 99.23 1.02 1.03 1.02 1.05 [Blank] [J0-]11 [I14] 5] 18] 8] [max.. [Media]
787.524.. -9.67| 143676...| 165666...| 100749.. |677326...|3553=
506,428, —854| 188443 | 196443 | 125013.. | 111736..|5941C Fhasodactylum.t

b
=cEc C 1_mn PEF-E! ATAM ATC AT A ot F e e

< m >

Mormalized Intensity Values

KX
Fold change cut-off ‘ Minimum no. of pairs |1 Control Group |Media Y |

| << Back || MNext =3 || Finish || Cancel |




Vorkflow Type - Analy:

Significance Testing and Fold Change (Step 8 of 8)

Steps

1.5ummary Report

2.Experiment Grouping

IDBrowser Identification
To identify the Entities that passed the fold change cut-off with IDBrowser dick on the "IDBrowser Identification” button.

Identify Entities with IDBrowser IDBrowser Identification

3.Filter Flags

4 Filter By Frequency 4 Comp...| FC (BIank] vs [MediaD Log FC (Blank] vs [MediaD | FC @bs) (Blank] vs [Media) |Regulatio..| FC (J0-J1] vs [MediaD Log FC (J0-J1] vs [MediaD FC (@bs) (J0-J1] vs [MediaD |Regulation FC (J4] V... | Log
1677.023... -1.00 0.00 1.00 down 115899.55 16.82 16.00 up[ 3571232 ~

5.QC on samples 1677.03... -1.00 0.00 1.00 down 81717.72 16.32 16.00 up| 3602870

5. Sigrificance Analysis 1679.033... -1.00 0.00 1.00 down 158856.09 17.28 16.00 up[ 3390518
1693.861 -1.00 0.00 1.00 down| 8.85 3.15 8.85 up[  5880.04

7-Fold Change 1822.567... -1.00 0.00 1.00 down| 23883.49 14.54 16.00 up| 2394807 |
1838.537... -1.00 0.00 fO0]  down) 76147.89 16.22 1600 NN 7752202
1910.562... -1.00 0.00 1.00 down 12548.03 13.62 16.00 up[ 13652.40]
1911.068... -1.00 -0.00 1.00 down 9508.59 13.22 16.00 up[ 11360.42
1984.519 -1.00 0.00 1.00 down| 23263.94 14.51] 16.00 up[ 25797.8§]
1991.589... -1.00 0.00 1.00 down| 14426.77 13.82 16.00 up[ 16683.14
1992.093... -1.00 0.00 1.00 down 11391.73 13.48) 16.00 up[ 14244.92
2000.589... -1.00 0.00 1.00 down| 71188.20 16.12 16.00 up[ 77982.36]
2009.324... -1.00 0.00 1.00 down 23923116 17.87] 16.00 up[ 212633.23
2014280 -1.00 -0.00 1.00 down| 307288.19 18.23 16.00 up| 28363425
2019.236... -1.00 0.00 1.00 down 1038655.75 19.99) 16.00 up| 941228.12
2019241 -1.00 0.00 1.00 down| 43416.80 15.41] 16.00 up[ 164533
2035.215... -1.00 0.00 1.00 down| 33144.86 15.02 16.00 up[ 29272.00]
2072.614... -1.00 -0.00 1.00 down 9.57 3.26 9.57 up[  9360.04
2073.120... -1.00 0.00 1.00 down| 13038.24 13.67] 16.00 up[ 14574.70]
2153.641... -1.00 0.00 1.00 down 17565.00 14.10) 16.00 up[ 22601.70]
2154140 1.00 0.00 1.00 up 12920.05 13.66) 16.00 up[ 15389 48]
2162.640... 1.00 0.00 1.00 up 38058.70 15.22 16.00 up[ 39530.84
2162.642... -1.00 0.00 1.00 down 48762.50 15.57] 16.00 up[ 50219.67]
2234.664... -1.00 0.00 1.00 down 21068.06 14.36) 16.00 up[ 28125.17]
2235.165... -1.00 0.00 1.00 down 18398.35 14.17 16.00 up[ 24328.68]
2315692 -1.00 0.00 1.00 down| 23853.16 14.54 16.00 up[ 3300149
2316.192... -1.00 -0.00 1.00 down 20082.90 14.29) 16.00 up[ 2727824
2324.692... -1.00 0.00 1.00 down 35794.28 15.13 16.00 up[ 3390180
2396.721... -1.00 0.00 1.00 down| 27139.27 14.73 16.00 up[ 37750.71]
2397.221... -1.00 0.00 1.00 down 2048157 14.32 16.00 up[ 29276.64
2477.742... -1.00 0.00 1.00 down| 21759.55 14.41] 16.00 up[ 30730.2§]
2478.243... -1.00 -0.00 1.00 down 24296.97 14.57 16.00 up[ 34315.42
2486.743 1.00 0.00 1.00 up 23160.74 14.50] 16.00 up[ 2266159
2558.768... -1.00 0.00 1.00 down| 19176.02 14.23 16.00 up| 26662.12
2559.273... -1.00 0.00 1.00 down 17802.46 14.12 16.00 up[ 26393.93
2639.799... -1.00 -0.00 1.00 down 1217111 13.57) 16.00 up[ 18116.80]
2640.297... -1.00 0.00 1.00 down 12739.57 13.64 16.00 up[ 18922.99
2667.745 -1.00 0.00 1.00 down| 11790.42 13.53 16.00 up[  9650.40]
2720.824... -1.00 0.00 1.00 down| 7272.41 12.83 16.00 up[ 12159.81)]
2721.323... -1.00 0.00 1.00 down 8012.03 12.97] 16.00 up[ 11840.69)
2802.348... -1.00 0.00 1.00 down| 524.42 9.03 16.00 up[  £446.29 v
<] [ >

<< Back | | Mext == | ‘ Finish | | Cancel

Fichier exporté dans Excel et envoyé

Z VOUS



B Mass Profiler Professional - MPP - Il Experiment

- Project Search View Tools

Bl EiEE EREE-

Phaeodactylum-nov2020

Methods  Annotations Windows Help

By

) (] - (5] 96 (5] ) (B [ (B 1@ - [

| workfiow a |

m 0 2020 (4 11
X
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i Phaeodactylum tricornutum-2020
-4 I Experiment

1| Phaeodactylum tri 2020

201

{2 Samples(35)
<| m

&b

114 TI Experiment

-] Samples(27)
=3 Interpretations
+Gli] All Samples
@l Phagodactylum.t (Non-averaged)
-\l Phaeodactylum.t
=423 Analysis
=[] All Entities
(=[] Filtered on Flags {accCalls=[P], filterCondition=[conditions, [100.0, 1]1}

101

Experiment Setup S
Experiment Grouping
Create Interpretation

Quality Control ¥

Analysis ¥

Class Prediction ¥

Results Interpretations ¥

Pathway Analysis ¥

Ey NLP Networks ¥
E Filtered by frequency [conditions’, [100.0, 1]] "
=-[=] Oneway ANOVA, p —3/7 e 2
=[] Fold geeBe S ¥
[UP - FC ([Blank] vs [Media]) S
~[Z'] DOWN - FC ([Blank] vs [Media]) s
~[Z UP -FC ([30-31] vs [Media]) ‘é
~[Z%] DOWN - FC ([30-31] vs [Media]) 2
- UP -FC ([34] vs [Media]) o 0
[ DOWN - FC ([34] vs Media]) &
~[Z UP -FC ([35] vs Media]) TEH
~[=] DOWN - FC ([35] vs [Media]) s
~[Z UP -FC ([36] vs [Media]) z
~[Z'] DOWN - FC ([36] vs [edia]) E
/= UP - FC (8] vs [Media]) i
~[Z%] DOWN - FC ([38] vs [Media])
~[Z] UP - FC ([Imax10-11] vs [Media])
. [=%] DOWN - FC ([Jmax10-11] vs [Media])
-2 My Favorites -10 1
 Legend 7
Legend - Profile plot (Log2 Normg
Color By Blanc pos Milieu1-02: Lod
~20
-207 -2 16.6
Description
| Global Items 2| Launched on interpretation: Al
Oy Lists v T v T T T i T T T T T r T r T T T T T T T T T T T
-] My Reports Blanc po.. Blan.. blan.. blan.. E2:.. E3 F2: 3L 1L 120 L. 130 L. J1: L J2: L )30 L. K1 K2:.o K3:.. M1:.. M2:.. M3:.. Ol:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..
All Samples
< [0 >
oy 01 0 et I J ] H [ oeaaf seion

On obtient alors la cinétique de chague métabolites
exprimeé vs sous exprimeé
Ici les 501 métabolites UP - FC ([Blank] vs [Media])



Log2 Normalized Abundance Values

20

104

o
1

-104

=204

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.ILL. 12:L. 137L. JL: L. J2: L. )3: L. KL .. K20, K3:.. M1:.. M2:.. M3:. O0l:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl.

All Samples

On obtient alors la cinétique de chague métabolites
exprimeé vs sous exprimeé
Ici les 1381 métabolites DOWN - FC ([Blank] vs [Media])



Log2 Normalized Abundance Values

20

10 1

-101

-20 4

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.IL L. 12:L. 13:L. JLl: L. J2: L. J3: L. KL K200 K3:.. M1:.. M2:. M3:. 0l:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

rd
On obtient alors la cinétique de chague métabolites
exprimeé vs sous exprimeé
Ici les 2956 métabolites UP - FC ([J0-J1] vs [Media])



Log2 Mormalized Abundance Values

204

10 A

-104

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.IL: L. [2: L. 13:L. JL: L. J2: L. J3: L. KL: .. K2:.. K3:.. M1:.. M2:.. M3:. Ol:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

On obtient alors la cinetique de chaqgue metabolites
exprimeé vs sous exprimeé
Ici les 378 métabolites DOWN - FC ([JO-J1] vs [Media])



Log2 Normalized Abundance Values

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.IL:L. 12:L. 13:L. JL: L. J2: L. J3: L. KL K2:.. K3:.. M1:. M2:.. M3:. 01l:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

On obtient alors la cinétique de chague métabolites
exprimeé vs sous exprimeé
Ici les 3048 métabolites UP - FC ([J4] vs [Media])



Log2 Normalized Abundance Values

=104

T T T T T T T T T T T T T T T T T T T T T T T T T T T
Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.IL: L. I12:L. 13:L. JL: L. J2: L. J3: L. KL .. K2:.. K3:.. M1:.. M2:.. M3:.. O1l:. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

On obtient alors la cinétique de chaque métabolites
exprimeé vs sous exprimeé
Ici les 272 métabolites DOWN - FC ([J4] vs [Media])



Log2 Mormalized Abundance Values

T T T T
Blanc po.. Blan.. blan.. blan..

E2%: Eian RZLHEIEEN T Lldiiladi3 e 152 20 )T e KL e Ko K3 e M B M2 2 M3 2 Q1 022 QT Q2R

All Samples

On obtient alors la cinétique de chague métabolites
exprimeé vs sous exprimeé
Ici les 3035 métabolites UP - FC ([J5] vs [Media])

blan.. blan.. double bl..



Log2 Normalized Abundance Values

20 1

104 ¥

=101

=201

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2: L. F3:L.IL: L. 12:L. I13:L. J1: L. J2: L. J3: L. K1: .. K2:.. K3:.. M1:. M2:.. M3:.. Ol:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

I'4
On obtient alors la cinétique de chaque métabolites
exprimeé vs sous exprimeé
Ici les 259 métabolites DOWN - FC ([J5] vs [Media])



Log2 Normalized Abundance Values

-101 &

=201

20

10 1

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2: L. F3:L.I1: L. 12: L. 13:L. JL: L. J2: L. J3: L. K1: .. K2:.. K3:.. M1:.. M2:.. M3:. Ol:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

On obtient alors la cinétique de chague métabolites
exprimeé vs sous exprimeé
Ici les 2739 métabolites UP - FC ([J6] vs [Media])



Log2 Normalized Abundance Values

20

104 |\

-10 4

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.IL:L. 12 L. 13:L. JL: L. J2: L. J3: L. KL .. K2:..0 K3:.. M1:.. M2:..  M3:.. O0l:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

On obtient alors la cinétique de chaque métabolites
exprimeé vs sous exprimeé
Ici les 242 métabolites DOWN - FC ([J6] vs [Media])



Log2 Mormalized Abundance Values

20 A

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.IL:L. 12: L. 13: L. JL: L. J2: L. J3: L. KL K2:..0 K3:.. M1:.. M2:.. M3:. Ol:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

On obtient alors la cinétique de chague métabolites
exprimeé vs sous exprimeé
Ici les 2304 métabolites UP - FC ([J8] vs [Media])



Log2 Normalized Abundance Values

204

10 A

-10 1

-204

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.IL:L. 12: L. 13: L. JL: L. J2: L. J3: L. K1: .. K2:.. K3:.. M1:. M2:.. M3:. Ol:.. 02:.. Ql:..

All Samples

On obtient alors la cinétique de chaque métabolites
exprimeé vs sous exprimeé
Ici les 389 métabolites DOWN - FC ([J8] vs [Media])

Q2: ..

blan.. blan.. double bl..



Log2 Normalized Abundance Values

20

10 A

-104 A

=201

Blanc po.. Blan.. blan.. blan.. E2: .. E3:.. F2:L.F3:L.I1:L. 12:L. I13:L. JL: L. J2: L. J3: L. K1: .. K2:.. K3:.. M1:.. M2:.. M3:.. O1:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

¥
On obtient alors la cinétique de chague métabolites
exprimeé vs sous exprimeé
Ici les 1941 métabolites UP - FC ([Jmax10-11] vs [Media])



Log2 Normalized Abundance Values

20 A

10 1
0 Legend - Profile plot (Log2 Mormalized)
i Color By Blanc pos Milieu1-02: Log2
l! T |_|
-10 4 v
=207 -2 16.6
[ | \/ 1 I Description
— ‘ ; — —  Launched on interpretation: All Samples
_20 -

Blanc po.. Blan.. blan.. blan.. E2:.. E3:.. F2:L.F3:L.IL L. 12:L. I3:L. JL: L. J2: L. J3: L. KL .o K200 K3:.. M1:.. M2:.. M3:. Ol:.. 02:.. Ql:.. Q2:.. blan.. blan.. double bl..

All Samples

¥
On obtient alors la cinétique de chague métabolites exprimé vs

sous exprimé
Ici les 329 métabolites DOWN - FC ([Jmax10-11] vs [Media])



SUITE 11



Steps QC on samples

1.5ummary Report Sample quality can be assessed by examining the values in the PCA plot and other experiment specific quality plots.

2 Experiment Grouping

Displaying 27 out of 27 samples retained in the analysis.

3.Filter Flags
I_ Samples Phaeodactylum.t
Fiter By Frequency Blanc pas Millzul-02 Media
Blanc pos Milieul-03 Media
5 " blanc milieu pos 01 Media
& .Significance Analysis blanc milieu pos 02 Media
7.Fold Change = 0-)1
E3 uo-Jj1
8.IDBrowser Identification ([ 0o
F3 uo-Jj1
11 4
12 4
'\_3 4
1 5
2 5
3 s
K1 [
K2 s
K3 s
M1 ug
MZ I8
[E lis
01 Umax10-11
02 Umax10-11
Q1 max10-11
Q2 Umax10-11
blanc meoh pos 02 Blank.
blanc meoh pos 03 |Blank
Legend - 3D PCA Scores
Color by Phasodactylum.t
Y-Axis m Media
@ ‘ m 1031
14
Lo N El
=]
° Q@ w5
m 6
m B
® ° *
W Jmax10-11
o J\ o
/// - \\\ W Blank
— @ —~
— & o < ~ Z-Axi
eBTiS e @ 000 T FhAs Description
Algorithm: Principal Companents Analysis
Parameters:
Column indices = [1-27]
Pruning option = [numPrindpalCompanents, [4]]
Mean centered = true
Scale = true
3D scores = true
X-Axis | Component 1 (36.53%) v Y-Axis | Component 2 (14.76%) v Z-Axis | Component 3 (8. 18%) w PCA on = Columns "
<< Back Next>> ! | Finish Cancel
o = o P

Suite message Justine nvel analysis: significance testing &
Fold Change



Steps Significance Analysis

1,Summary Report Entities are filltered based on their p-values calculated from statistical analysis. To apply the new p-value cut-off, drag the "p-value cut-off” slider or input the new cut-off value in the text box. You will not be able to proceed to the next step if no entities pass the filter.

2 Experiment Grouping Displaying 4418 out of 5427 entities satisfying corrected p-value cut-off 0.05.

3.Filter Flags Test Description

4 Filter By Frequency Selected Test: Oneway ANOVA
p-value computation: Asymptotic

5.QC on samples Multiple Testing Correction: Benjamini-Hochberg
Result Summary

7.Fold Change Pall P <0.05 P <0.02 P <0.01 P < 0.005 P <0.001

& IDBrowser Identification | |Corrected p-value | 5427 418| 4090 3809 3731 3161]
Expected by chance | | 220 a1 38| 18| 3]

Compound 1] p (Com)

132.069@5.0720005 9.34E-05 1.80E-04| ~
658.4239@20.819 4.83E-039 1.83E-08
829.5867@20.882998 2.67E-07 7.95E-07
610.1612@22.7179397 5.87E-17 2.84E-16
790.4642@22.251005 1.08E-08 4.35E-09
390.2778@23.309 1.27E-03 2.01E-03
180.095@7.266001 ©.90E-05 1.37E-04
337.1753@3.6430001 1.88E-10 7.79E-10
325.3714@17.399939% 1.21E-08 4.38E-08
785.5088@22.243006 3.5BE-08 1.38E-08]
792.4799@23.026 4.37E-08 1.67E-08
558.1244@21.357996 2.32E-11 9.83E-11
6558.4241@20.819 4.48E-08 1.71E-08]
370.0943@21.3656003 3.71E-18 2.04E-18
803.5699@20.553001 ©8.75E-28 1.29E-286
658.4239@21.67999% 1.16E-09 4.67E-09
273.1808@1.7180002 3.02E-28 6.30E-27
520.2227@20.683936 2.95E-08 1.15E-08 "

<<Back | [TRExtSETY | grish || cancel




Steps Fold Change
1.Summary Report Compounds that satisfy a fold change cut-off of 2.0 in at least one condition pair are displayed by default. To apply the new fold change cut-off, drag the "Fold change cut-off” slider or input the new cut-off value in the text box.
2 Bxperiment Grouping Displaying 4267 out of 4418 entities with fold change cut-off of 20in 1 out of 7 condition pairs with [10-11] as the control condition.
3 Filter Flags Compound | FC (Blank] ...|FC (J4] vs FC (J5] vs [..|FC ([J6] vs FC (J8] vs [...|FC {Jmax10...| FC {Media] ...
Fiter By Frequency 132.069@6 .. 3869 316 230 165 241 -139 2.22[
5.QC on samples 658.4239@... |[-10468126 -1.06 -1.50 -1.44 -2.65 -9.42 -30281 97
6 Significance Analysis 829.5857@... |-45856916. . 1.01 -314.65 -1.12 -1.08 -2.24|-45866916. ..
i 610.1612@... 66.59 -1.03 -1.09 -1.00 -1.01 -1.01 1.10
790.4642@... |-50479592. . 1.04 -1.09 -1.12 -1.41 -4.25) -33062.43
o 180.095@7... -30559.09 5172 30.22 27.67 25.79 13.65 28.27
8.IDBrowser Identification | 3577753 [-45690615. -127 -6.00 —27.41 8551 -260.21[-1011415 .69
325.3714@... -1.43 1.01 -1.01 1.40 -1.02 3.08 -1.77
785.5088@... |-38247340.. 1.04 -1.14 -1.19 -1.54 -4.15| -16479.4%
792.47939@... |-20595148. .. 1.25 -1.49 -2.84 -6.71 -26.24| -217777.34
S558.1244@... 53.83 -1.20] -1.08 1.03 1.12 1.20 1.54
658.4241@... | -10475602. .. -1.06 -1.50 -1.44 -2.66 -9.42 -31217.08|
370.0943@... 84.63 1.04 1.04 1.05 -1.01 -1.05 1.02 ]
803.5699@... |-13746878. .. 1.11 1.50 1.23 -1.42 -3.92(-13746878... %
558.4239@... |-15126438.. -1.10] -1.92 -2.80 -7.56 -33.69(-1337734.50 :;
273.1808@... |-26438788. .. -1.11 -10.41 -49.20 -151.39 -394.49|-26438788. .. =
520.2227@...| -561889.88 7.20) 3.41 3.39 2.90 1.01 -3.64 @
678.5045@... -1058.34 -1.13 -1.14 -1.06 1.14 -1.07 -1.60 =
330.3131@... 177.03 -1.04 -1.33 1.90 2.24 -1.02 -3.45 F
580.3922@...|-23518136... -1.10 -1.94 -1.89 -5.04 -28.46| -311446.09 %
536.1418@... 51.63 1.01 1.02 1.05 1.01 -1.02 -1.02 E
658.4241@... |-14332426... 1.03 -1.48 -1.61 -3.57 -14.51 -22330.08| 2
185.1061@...| -251500.00 2.51] 3.36 2.47 2.39 3.76 47.12
750.5283@... |-12826288. .. -6.93 -198.97 -1484.67 -74055.69 -2.08[-12826288...
418.3654@... 44.36 1.10 -1.33 1.48 1.27 -1.68 -4.21]
287.1962@... |-17393188. .. 1.13 -4.24 -17.45 -60.50 -195.58|-17393188...
567.4708@... 1423 1.05 -1.40 -1.05 -1.34 -2.03 -10.56
479.41685@... 24.69 1.05 -1.43 1.21 -1.02 -1.87 -4.42
300.2777@... 1.02 -1.08 1.14 -1.03 -1.04 51.04 -1.14
738.4331@... |-15640639... -1.03 -2.47 -11.49 -61.34 -335.44|-1845224.38]
511.4975@... 13.31] 1.03 -1.38 -1.07 -1.39 -1.88 -11.30
374.33B8@... 86.52 1.12 -1.45 1.68 1.79 -1.39 -3.15
257.0877@... -4014.24 35.02 21.91 19.64 16.59 8.39 16.92
4562.1234@... 45.55 -1.06 1.08 1.04 -1.16 -1.13 -1.10
555.5234@... 13.74] 1.03 -1.34 -1.09 -1.38 -1.68 -12.62
354.0627@... 97.56 1.01 1.01 1.04 -1.02 -1.05 -1.02
787.5243@.. |-13895176.. 1.15 -1.43 -2.12 -4.04 -12.92[-1436767.62 : T T : : T T :
606.4288@... |-15093809. . 1.04 -151 -1.69 -3.17 -21.64|-1884433.38 [Blank] [o-J1] 141 151 [16] [IE] [rmax10-1.. [Media]
755.568@2... |-3415135.25 1.39 1.38 1.39 -3.90] -101715.18|-3416135.25
790.4647@... |-60486468. . 1.04 -1.09 -1.12 -1.41 -4.26| -4668147.56 Fhaeodactyum.t
956.5491@... |-12150574.. 1.05 -1.45 -2.01 -3.87 -12.43/-12150574. |
=12 15026 1 102 a1 102 ) 1 nel 1 01
’7 Fold change cut-off Minimum no. of pairs | 1 W | ‘ Control Group | 30-11 w ‘
[ <<Back |[ mext>> |[ Enish |[ cancel

Changement de groupe et
JO-J1 sert de controle
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14 II Experiment

=43 Experiments
+{lil Phaeodactylum tricornutum-2020
“-|§ TI Experiment

1 I

423 Analysis
=[] All Entities=6263
5427-Filtered on Flags {accCalls=[P], filterCondition=[conditions, [100.0, 1]}
(=[] Filtered by frequency [conditions', [100.0, 1]]
[£] 4418- Oneway ANOVA, p<0.05
4280 - Fold change >= 2.0
[ UP - FC ([Blank] vs [Media])
[ DOWN - FC ([Blank] vs [Media])
[ UP - FC (130-71] vs [Media])
[ DOWN - FC ([30-31] vs [Media])
(£ UP -FC ([34] vs [Media])
[='] DOWN - FC ([34] vs [Media])
(= UP - FC (5] vs Media])
[} DOWN - FC ([35] vs [Media])
(=] UP - FC (6] vs Media])
DOWN - FC ([36] vs [Media])
[ UP - FC ([38] vs [Media])
[} DOWN - FC ([38] vs [Media])
[ UP - FC ([Imax10-11] vs [Media])
-2 DOWN - FC ([Jmax10-11] vs [Media])

[=-[Z}) Filtered by frequency [conditions', [100.0, 1]]
[=-[Z}] 4418 - Oneway ANOVA, p<0.05

[£9 358 UP - FC ([Blank] v3¥N0-11])

[=}) DOWN - FC ([Blank] vs [30-

[ up -FC (4] vs [D0-21])

[ DOWN - FC ([34] vs [30-31])

[ up -FC (D3] vs [30-21])

[} DOWN - FC ([35] vs [30-31])

[ up - FC (6] vs [30-21])

[ DOWN - FC ([36] vs [30-31])

[ up - FC (D8] vs [30-21])

[} DOWN - FC ([38] vs [30-31])

[ UP - FC ([Imax10-11] vs [30-11])

[='] DOWN - FC ([Imax10-11] vs [J0-11])

[ 278 UP - FC ([Media] vs [30-31])

##-[=') DOWN - FC ([Media] vs [30-11])
[£1 59/743 sp UPI5vsJ0I1
[ 56/621 UP34vsI031
[£) 36/541 UPI8vsI0I1
[} 75/807 UP36Vs 3011

~[= 315/521 UP JmaxvsJ0J1

~[=] 147/370 UP Mediavs10J1
276/358 UP BlankvsJ0J1

{°] My Favorites

-I-[%] 5427 - For MMS lab-Filtered on Flags {accCalls=[P], filterCondition=[conditions, [100.0, 1]}

=5 [j 4267 Fold change - = 2.0-:All conditions against control Condition Pairs :[10-J1]

| Global Items

-] My Lists

Log2 Normalized Abundance Values

wiklin K2

All Samples

K3:. M1 M2:. M3:.

01:.. 02:.. Q1:... Q2:.. bl

| || visplaying 4267; 0 selected

I

Extraction du fichier : Phaeodactylum (without E1-F1) Foldchangeﬁi\
JO-J1controle.xlsx 4267 entities comparés a la transcriptomique sur
115 composés communs (Results on115 composés MMS rev FM.xlsx)




Results interprétation by IDBrowser Identification

Choose the Entity List to be identified. | 4267 Fold change »= 2.0-:All conditions against control Condition Pairs :[10-11]

Choose... ‘

File Edit View Identification Methed Configuration Help

¥~ - | (¥ Run ID Wizard E Save and Return

1l1 MS Spectrum Resulis X || 14 MS Peaks One: + FBF Spectrum (rt: 6.072 min) X ||: & Structure Viewer x

2 et F mz /¥R Abund ¥ Abund % (Norm) W Z ¥R Sat ¥ Species ¥R Label W Formula & lon Species 78 miz (prod) ¥ Z (prod) T8 on W || 1o s io diepiay
»| 133.0785| 130862162 1 (M+H)+ (M=H)+

xT?Si Cpd 1: +ES| FEF Spectrum (rt: 6.072 min) o R . - s

12 W?p,?;%ﬁs 135.0821 497333| 1 (M+H)+ (M+H)+

1.3 T

0.3 134.0797
02 (M+H)+ 1350821

0.1 (M+H)+
) [1]

ES) 1332 13k [ERED 134 1342 134 1246 138 135 1352
Counts vs. Mass-to-Charge (m/z)

" 1lL M5 Spectrum Results | Spestral Difference Results: Cpd 1- Indoleamine; C8 HE N2 6.072 | <[ [ [ >

£ Compound List x

Cpd ¥+ Label Name TR Formula VA Score ¥R Mass ¥ RT ¥+ Mass (DB) V-8 Mass (MFG) v Diff (MFG, ppm) 78 Diff (MFG. mDa) 78 m/iz ¥R Polarity ¥ MaxZ 78 MinZ 78 Height ¥+ lons ¥ Z Count T‘
Cpd 3391 ydroxy-2-methylbutanenitrile; C5 HI N O; 5.654 ny-2-methylbutanenit CEHINO 84.8! 2! . 99.0684 Positive 5053 2 |
Cpd 931 lohexylammonium; C6 H13 N; 5.41 chexylammonium CEHI3N 048 931048 i 30610
Cpd 1496: C3HZ N O S; C3IHZNOS 53.06 B 13242
Cpd 518 C3IHZNOS 5339 B 8 24138
Cpd 1282: Hexylami Hexylamine CEH15N 0 » 101.1204
CBHE
3 2 He
Cpd 1531: Dihydroaceanthrylene; C16 H1 Dihydirc CleH12
Cpd 1798: 2-Amino-3-m 1-butanol; C5 H13 N O; 16.359 2-Amino-3-m C5H13NO 7 102.03%
yanopyridine; C6 H4 C6 H4 N2 104.0
CBHg 104 0626 104.0626
9: Styrene: C8 HB: 22. CBHg 8 1040635 222 104.0626
CEHINO 105.0213
105.05

106.0418

: 106.0419
Cpd 2534: B 2 enzalde 7 106.0419
Cpd 3342 para-Phenyle 8 C6 HE N2
C6 HE N2
ceH2 08.0939
C3H4CI2 2 0 109.969
C3H4CI2 . 7 ! 109:969
e C3HACI2 103.9585 103969
5 Methyl C6 HE 02 8 100366 8 110.0368
Cpd 311: DMPO; CEH11N O; DMPO C6H1TNO 8506 1130835 1130841
Cpd 1500: C7 H15 N; 5,682 7HISN 879 1131202 5682 7
Cpd 1672 CO H6: 6.110 1140 6.1 Positive 2 v

S e e e o h b e e e e e b e b S ]




Pour compléter I'identification des composés commun a la

transcriptomique

H ©- H Results on115 composés MMS rev FM.xlsx - Excel T EH - O X
ACCUEIL INSERTION MISE EM PAGE FORMULES DOMNMEES REVISION AFFICHAGE MASSHUNTER REPORTING Connexion
L53 - e ~
A B C D E F G H J -
Compound |~ Rt h R-square P-value Name Formula Score Know/unknow Compound,R-square,P-value
2 |102.0471 5.5910015 0.999622924  |3.11E-06 Y I— CBHG 87.71|unknow 102.0471@5.5910015,0.999622924,3.11E-06
3 |118.0417 3.7160008 0.999478153 5.06E-06 :Nr_ - C8HBO 87.23 118.0417@3.7160008,0.999478153,5.06E-06
4 |126.1046 20.812004 0.983597726 0.00089597 4-Vinylcyclohexene C8 H12 87.55 126.1046@20.812004,0.983597726,0.0008
3 129.0793 1.7859998 0.998738037 1.90E-05 minocyclopentane-1-carboxylic acid C6HI1 N O2 78.81 129.0793(@1.7859998,0.998738037,1.5
G 1320690 6.0720005 0.957400597 0.0037804 Indoleamine C8 HEN2 97.72 132.069@6.0720005,0.957400597,0.00
7 137.0854 5.5899982 0.996877349 7.41E-05 4-Amino-3,5-xylencl CEHIINO 47.31 137.0854@5.5899982,0.996877345,7.4
3 143.0738 6.111 0.998183761 3.29E-05 1-Naphthylamine CI10H9N 87.57 143.0738(@6.111,0.998183761,3.2
9 |164.0483 3.7160008 0.998948801 1.45E-05 Phenylpyruvic acid CI9HEO3 83.11 164.0483@3.7160008,0.998548801,1.4
10 |164.0632 20.819 0.985238893 0.00076454 Phenylheptatriyne C13 HE| 67.81 164.0632@20.819,0.985238893,0.0007
1|165.0799 5.5899982 0.998985171 1.37E-05 -Pyridyl)-2-hydroxytetrahydrofuran C9HI11N 02 96.03 165.0799@5.5899982,0.998985171,1.3
Quinacetol OU 3-amino-2-
naphthoic acid OU Indoleacrylic
acid
12 |187.0640 6.11 0.999721181 1.98E-06 C11H9 N O2 94.98 187.064@6.11,0.999721181,1.98E-06
-
Feuil1 () [ v
PRET 2t} M o-——+ 10




B Compound Identification Wizard [ Compound Identification Wizard

Compound Ildertification Browser oL
= clect the identificat cthod Compound Ildertification Browser
A= s = CEHON MENACS YOUWE ploase set parameters for identification technigues

Compound selection Idertification method

@®) Identify only highlighted compounds & D:\MassHunter\Methods'10.0%Default m

O Identfy only unidentfied compounds = Identification Alowed Species | Limits | Change State | Fragment Formulas | Scoring |
() ldentify all compounds

|dentification Workfow Charge camierto be assumed i not known

Database Search Seftings Fositive ions: Megative ions:

| | Mckcon PN cecon
Library Search Settings +H H

Generate Formulas +Na L] +Cl

K Br
Combine [dentification Fes.. :N H4 :HCDD
[ ]+C2H5 +CH3C00
[]+C3H5 W [] =+CF3co0

| | [=] %] | |

MS ion electron state: |alluw both even and odd

Group hits with same formula (but differert charge camiers)

BElements and limits

Element Minimum Maimum

p C
[ 170

Il faudrait recommencer I'lanalyse sur I'ensemble des base en spécifiant le nb de C, H,
N, etc de telle maniere que I'on n’ait pas de N14 (max5) et augmenter le nb de C
pour ne pas etre sous la lim... bref de maniere a améliorer le score des 115 composés
a identifier a faire: 04/02/2021



m Compound Identification Wizard

Compound |dentfication Browser
Please set parameters for identification techniques

Identfication method
D:\MassHunter\Methods\10.0\Default m
- Identification ] Identify by - Library / Database search

|dentification Workflow A| Library / Database

Database Search Setti [
abase oearc nas D:\MassHunter'\PCDL\Metlin_Metab ..

Library Search Settings - D:\MassHunter\PCDL\Metlin_Peptid...
Generate Formulas D-\MassHunter\PCDL\Sulfas_AM_P...

Combine |dentification Res_

Move Up love Dowr Add

(® Search all libraries / databases
() Stop at first library / database match

Maximum hits per compound:

|| Identify by - Formula generation




21 Mass Profiler Professional - MPP - Phaeodactylum tricornutum-2020
Project Search View Tools Methods Annotations Windows Help

|| (253 fa] - ) (] - I%Il WE- o

144 Phaeodactylum tricornutum-2020 | | workflow

£l Phasodactylum-nov2020 X
E.a Experiments J:[ - | e [y |. e ‘ x | Experiment Grouping
Phaeodactylum tricornutum-2020 Create Interpretation

uhi 11 Experiment

Quality Control

1% Phaeodactylum tricornutum-2020 .
2 L =] 1 [Stds, Stds] (Nen-averaged)Fittered on Flags [Present] VennDiagram Report Analysis
% ;[Sulvant, Meoh] (Mon-averaged)Filtered on Flags [Present] Experiment : Phasodactylum tricomutum-2020
[Media, Blank] (Non-averaged)Filtered on Flags [Present] ) N i . .
{2 4 [Diatom-10_ Jmax10-11](Non-averaged)Filtered on Flags [Present] Active entity list - 2 Interpretation_ 2 Species (J8-J10) (Mon-averaged)Filtered on Flags [Present] 2 out of 2 Class Prediction a
B 0 ﬂ:ca Scores Report Build Prediction Model
- without E1-3D PCA Scores Report
B PCA on 4113Fold change >= 2.0 1 Interpretation_1 Species (J0- Run Prediction
-[=] 5 [Diatom, 10] (Non-averaged)Filtered on Flags [Present] J1-14) (Non-averaged)Filtered
- & [Diatom, J1] (Non-averaged)Filtered on Flags [Present] on Flags [Present] 3 out of 3 9 [Diatom, J6] (Non-averaged)
-[Z11 7 [Diatom, 14] (Non-averaged)Filtered on Flags [Present] 2506 entities Filtered on Flags [Present] Find Similar Entity L...
j & [Diatom, 5] {(Non-averaged)Filtered on Flags [Fresent] 2929 entities Export for Recursion
[=1-E 281 35 Entity list of selection[8-13-14] )
- 24 26 Entities uric 5 IDBrowser Identific...
L& = 10+1144_15_16_J8 +Imax VennDiagram Report-Artide? Export for Identifica...
-[=%] @ [Diatom, J6] (Non-averaged)Filtered on Flags [Present] Export Inclusion List
:] 10 [Diatom, J8]{(Mon-averaged)Filtered on Flags [Present] Import Annotations
-[Z] 11 [Diatom, Jmax10-11] (Non-averaged)Filtered on Flags [Present]
[} 13 Soustraction bruit [Media Meoh Stds] (Non-averaged)Filtered on Flags
- __‘1 14 [QC, CTRL]Filtered on Flags [Present] f | Legend
[ 14 [QC, CTRL] (Mon-averaged)Filtered on Flags [Present]
@ Entities unic J0-11-J4-15-J6-18-IJmaxVennDiagram Report
~Ez 3D PCA Scores Report by species shape none
__‘l 15 All Diatom Species {Non-averaged) Filtered on Flags [Present]
-2} 17 All diatoms and Media Species (Mon-averaged) Filtered on Flags [Prese|
:] 1 Interpretation_1 Spedes (10-11-14) (Non-averaged)Filtered on Flags [P
-[=] 2 Interpretation_ 2 Spedies (J8-110) (Non-averaged)Filtered on Flags [Pr
nnDiagram Report-Artide
[=1-[=] 27Entity list afsalecﬂon Venn Diagram Artide
% WennDiagram Report ON 27Entity list of selection Venn Diagram Al B
=] 22/27 reste on Entity list of selection(- blank_Stds) 2 Interpretation_ 2 Species S 8 [Diatom, J5] (Non-averaged)
—]D 3 Interpretation : 3 Spedes[1g] [18] [Imax10-11] (Non-sveraged)Filtered (38-110) (Non-averaged) - Filtered on Flags [Present]
: % II=J0+J11+34_15_J6+18+Imax VennDiagram Report Filtered on Flags [Present] 2 2790 entities
JA] PCA on 4113-Fold change = 2.0_Interpretation: Spedes (Non-averagec out of 2
PCA on 4113-Fold change »= 2.0_15 All Diatom Spedes (Non-averaged) 1879 entities
[ PCA Scores Report
= 3D PCA Scores Report
~4ok| (J0=11)15 All Diatom Spedies (Mon-averagPCA on 4113-Fold change »= 2

Results Interpretati... &

Legend - Repart View

D My Favorites
<| I >

Global Ttems ‘

[+ My Lists =
1 My Reports = BoxWhisker Plot | | Mass vs RT plot ‘ﬁ,{ Summary Statistics | [ Report View | @®| VennDiagram ‘ [E4 Report View | [& Report View x

330M of 388N i

Comparaison Analyse 1:

Hyl=JO+JJ+)4; - 15; -Jeet  Hy2=J8+Jmax

Avec Hy1 100% of the values in any 3 out of 3 conditions have acceptable values

Et Hy2 2 out of 2

puis Results interprétation by IDBrowser ldentification sur le compartiment 27 (Demandé par
Justine)



m Agilent MassHunter ID Browser 10.0

File Edit View Identification Method Configuration Help
) v - (» RunIDWizard Ijl[l{‘l»l& I_[I{;l@l Save and Return
111 MS Spectrum Results X J&MSPeaks One: + FBF Spectrum (rt: 5.233 min) X ||' & Structure Viewer
2 e 1t Q@ miz /W8 Abund V8 Abund % (Norm) ¥ Z V5 Sat ¥ Species|| o dutato diplay.
»| 308085| 238757 1 (M

1201 . 1
T 3251201 5187.83 M+l
(M<NH4)+ 3261247| 96128 1 (MeN

x1023 |Cpd 2: +ES| FBF Spectrum (rt: 5.233 min)

308.0850
(M+H)+

308 310 312 314 316 318 320 32 324 326
Counts vs. Mass-to-Charge (m'z)

1l MS Spectrum Results l Spectral Difference Results: Cpd 2: Aristolodione; C18. ]

& Compound List
Cpd V2 Y4 Formulza ¥4 Score Y8 Mass ¥R RT 7R Mass (DB) ¥+ m/z 74+ Polanty ¥+ MaxZ ¥ Mir

Cpd 12: 2,5-Bis(1H -indol-3-yIlmethyl) pyrazine; ; 21.1.. 2 .5-Bis(1H -indol-3-yimethyl) 338.1548 338.1531 Positive
Cpd 21: Antanapeptin A; 5,5,6.6- Tetrahydro; ; 7590 Antanapeptin A; 5,5,6.6- Tet 784 4332 7404724 Positive
Cpd 4: Xylose; L-form, 24-Benzylidene; ; 9.342 Xylose; L-form, 2,4-Benzylid 260.0671 238.0841 Positive

Cpd 7: 2-(4-Hydroxyphenyl)-2- oxoacetic acid; Me eth.. 2-(4-Hydroxyphenyl)-2- oxoa 258.0858 236.1049 Positive
Cpd 15: Haterumalide NE; 6-Lactone, 3-Ac; ; 21.899 Haterumalide NE; 6-Lactone 45216 4521602 Positive
Cpd 17: Calenduloside H methyl ester; C49 H78 019,.  Calenduloside H methyl ester C49H78 O.. 987.5436 9705137 Positive
Cpd 14: 1-Phenylbiguanide; C8 H11 N5; 1.132 1-Phenylbiguanide = C8 H11 N5 177.1024 177.1014 Positive

Cpd 10: 5-(Methoxymethyl)-4- [(methylsulfonyl)methyl.. 5-(Methoxymethyl)-4- [(meth 2620539 262.0511 Positive
Cpd 5: Azulene; C10 H8; 9.155 Azulene C10H8 146.0731 128.0626 Positive

Cpd 2: Aristolodione; C18 H13 N 04; 5.233 Aristolodione C18 H13 N. 307.0867 307.0845 Positive

Cpd 8: 2-p-Tolyl-5.6,7,8-tetrahydrobenzoldjimidazo[2,..| 2-p-Tolyl-5,6,7 8-tetrahydrob..| C16 H16 N. 202.0932 268.1034 ‘ Positive
Cpd 3: PS(22:6(4Z,7Z2,10Z,13Z,16Z,192)/20:3(8Z.11Z...| PS(22:6(4Z.72.10Z,13Z.16Z..| C48H76N.. 8575191 857.5207 | Positive
Cpd 13: 19-Hydroxyfucoxanthin; ; 20.825 19'-Hydroxyfucoxanthin 6744134 6744183 Positive

Cpd 16: xi-2,3-Octadiene-5,7-diyn-1-ol; C8 H6 O; 8.026 | xi-2,3-Octadiene-5,7-diyn-1-ol C8HEO 136.0527 118.0419 | Positive
m \

—a | —a| N)| — [T ]

File-Export compound table



Export Compound Table...

Export contents
(® Only highlighted results

(O All results

Export format

(O Microsoft Excel (xlsx)

(® Comma-separate values (.csv)

Export destination

T:\Data QToF\FMOMIC-8'\MPP'22 on 27 Compounds Table csv

oK

Ouvrir ce fichier. Csv dans Excel (séparateur: point-virgule)

Recherche du phosphoenolpyruvate; Phosphoenolpyruvic acid; 138-08-9; 2-
Propenoic acid, 2-(phosphonooxy)-; 2-(phosphonooxy)prop-2-enoic acid;
Phosphopyruvic acid; 2-Phosphonooxyprop-2-enoic acid; PEP; ...

Compound CID: 1005

MF: C3H;OgP

MW: 168.04g/mol

InChiKey: DTBNBXWJWCW(CIK-UHFFFAQYSA-N

IUPAC Name: 2-phosphonooxyprop-2-enoic acid

Create Date: 2004-09-16



https://pubchem.ncbi.nlm.nih.gov/compound/1005
https://pubchem.ncbi.nlm.nih.gov/compound/1005
https://pubchem.ncbi.nlm.nih.gov/#query=C3H5O6P

B Hd S = 22 on 27 CompoundsTable.csv - Excel ?T H - O X

eNTl  ACCUEIL  INSERTION  MISEENPAGE  FORMULES  DONNEES  REVISION  AFFICHAGE  MASSHUNTER REPORTING Connexion
All - \ | x v &2 .
A B (= D E F G H 1 J K L E

W 00~ G U W =

b ok ek el ek e ed el
W0 W N = O

RS

R 8

25
26
27

« 22 on 27 CompoundsTable | (@) C A O

LAAUERIAIE . 34043 04047 AIB MR L ARES - Asn CALaLaE . EEaEsna

ara HEH = mi | x 1 nnn

oofr




Mass Profiler Professional - MPP - Phaeodactylum tricornutum-

Project Search View Tools Methods

| EE
Project Navigator

Phaeodactylum-nov2020

19 1 - [¢>

14 Phaeodactylum tricornutum-2020

| Workflow

(= a Experiments
i--| )4/ Phaeodactylum tricornutum-2020
Wl IT Experiment

Compound Blanc po...| Blanc po...

blanc mil...

blanc mil...

E2: Log2

E3: Log2

F1: Log2

F2: Log2

168.0099@6.0820003 0.193 0.351

-0.184

0.215

-0.553

-0.052

-0.439

-0.289

168.0099@6.4369974 -0.008 0.167

-0.264

0.167

-0.520

0.008

-0.326

-0.078

14 Phaeodactylum tricornutum-2020

168.0101@6.3350015 -0.190 0.035

-0.423

-0.095

-0.144

0.123

-0.201

-0.045

168.0452@20.154 0.000 0.000

0.000

0.000

0.000

0.000

0.000

0.000

[ERE] 4225{)neway ANOVA, p<o 05
B
= UP - FC ([CTRL] vs [Blank])
=] DOWN - FC ([CTRL] v [Blank])
=4 UP - FC ([30] vs [Blank])
=X DOWN - FC ([30] vs [Blank])
[ UP - FC ([11] vs [Blank])
=] DOWN - FC ([31] vs [Blank])
[ UP - FC ([34] vs [Blank])
=1 DOWN - FC ([34] vs [Blank])
~[=] UP - FC {[35] vs [Blank])
=1 DOWN - FC ([15] vs [Blank])
~[=] UP - FC {[36] vs [Blank])
=5 DOWN - FC ([38] vs [Blank])
2] UP - FC ([38] vs [Blank])
[ DOWN - FC ([8] vs [Blank])
__‘1 UP - FC {[Imax 10-11] vs [Blank])
~~[ZX] DOWN - FC ([Imax10-11] vs [Blank])
__‘1 UP - FC {[Meoh] vs [Blank])
~[=}] DOWN - FC ([Meoh] vs [Blank])
__‘] UP - FC {[Stds] vs [Blank])
~[=] DOWN - FC ([Stds] vs [Blank])
__‘] 1 [Stds, Stds] (Mon-averaged)Filtered on Flags [Present]
=] 2 [5olvant, Meoh] (Mon-averaged)Filtered on Flags [Present]
‘= 3 [Media, Blank] (Non-averaged)Filtered on Flags [Present]
:‘] 4 [Diatom-10_ IJmax 10-11] (Non-averaged)Filtered on Flags [Present]
% 30 PCA Scores Report
without E1-3D PCA Scores Report
| PCA on 4113-Fold change >= 2.0
__‘1 5 [Diatom, J0] {Non-averaged)Filtered on Flags [Present]
=] & [Diatom, J1](Non-averaged)Filtered on Flags [Present]
__‘] 7 [Diatom, 4] (Non-averaged)Filtered on Flags [Present]
2] & [Diatom, 5] (Non-averaged)Filtered on Flags [Present]
E] 281 15 Entity list of selection[8-13-14]
E] 26 Entities unic 15
I=J0+11+34_15_36_J53+Imax VennDiagram Report-Artide?
E] 9 [Diatom, J&] (Non-averaged)Filtered on Flags [Present]
= 10 [Diatom, J8]{Non-averaged)Filtered on Flags [Present]
E] 11 [Diatom, Jmax 10-11] {Non-averaged)Filtered on Flags [Present]

magm

169.0049@1.8219937 0.395 0.246

0.847

0.688

-0.064

-0.693

-0.691

0.823

169.0752@5. 8870006 12.756| -12.756

12756

-12.756

1.472

1.242

1.072

1.166

169.1501@5.431 1727 1.023

1.940

1.210

-1.021

-16.469

-2.958

16.469

170.0259@6.085993 -0.005 0.081

0.051

0.089

-0.0981

-0.116

0.087

-0.139

170.0563@5.8959975 1391 1.413

0.902

1.549

-0.862

-0.154

-1.642

-0.517

170.0926@6.7559977 4.775 1.277

-0.534

0.112

-0.340

-0.133

-0.236

-0.293

170.0927@6.7559977 4.778 1281

-0.529

0.105

-0.337

-0.185

-0.247

-0.2390

170.0928@6.847 4.935 1.723

-0.512

-0.378

1.261

1516

-0.633

1395

170.1327@20.816002 -3.889] -13.678

13.678

-13.678

0.781

0.928

-0.184

0.755

170.1424@5.431 1747 1.065

1.942

1.213

-1.018

-16.466

-2.956

16.466

171.051@1.1450003 1016 1276

1116

1.176

15.478

-0.622

-0.227

-1.338

171.0813@20.819 13.203] -15.203

13.203

-15.203

1.690

1539

-0.184

1.458

171.0898@5.316 3.132 2.491

2.974

2.449

-0.489

-1511

-0.887

-0.961

171.09@1 1380001 0.000 0.000

0.000

0.000

0.000

10.680

0.000

10.9739

171.1472@5.455001 1630 0.654

1.762

0.904

-0.710

-13.507

-13.507]

13.507

171.1629@11.080997 0.7392 1.205

1114

1.558

0.029

-1.598

-0.5655

0.349

172.0893@20.820004 15527 -15.527

15.527

-15.527

1.728

1.553

-0.264

1.453

173.0147@5.638 0.000 0.000

0.000

0.000

12.665

12.8397

0.000

12.926

Experiment Setup 3
Experiment Grouping
Create Interpretation

Quality Control
Analysis

Class Prediction 2
Build Prediction Model
Run Prediction

Results Interpretati... %
Find Similar Entity L...
Export for Recursion
IDBrowser Identific...
Export for Identifica...

Export Inclusion List
Imnart Annotation:

w

173.0335@21.368002 0.000 0.000

0.000

0.000

0.000

0.000

0.000

0.000

173.034@22.722 0.000 0.000

0.000

0.000

0.000

0.000

0.000

0.000

173.0341@20.159 0.000 0.000

0.000

0.000

0.000

0.000

0.000

0.000

173.0511@8.005993 15.172| -15.172

15172

-15.172

1.245

1.643

0.701

1581

173.0692@1.1070001 -0.025 -0.175

0.118

0.085

-0.666

0.116

-0.742

-0.923

173.1156@5.245 13.028] -13.028

13.028

-13.028

13.028

-13.028

-13.028

0.225

173.1173@5.8510003 0.000 0.000

0.000

0.000

0.000

0.000

0.000

0.000

173.12B81@5.7739937 0.000 0.000

0.000

0.000

14.278

14.141

0.000

14.114

174.0214@2.9920003 15.881 15.939

15.735

15.353

0.000

0.000

0.000

14.254

174.0381@2.7389991 -0.011 -0.036

-0.125

0.181

-0.540

0.099

-131z2

-0.153

174.0579@22 2473992 -1519 -1.569

-1.450

-1.587

0.204

0.195

0.011

0.100

174.0635@22.243004 13.091] -13.091

13.091

-13.091

1.026

1.158

0.164

0.879

174.1427@20.815 12.873] -12.873

12.873

-12.873

3.288

3.133

-12.973

2.979

175.0048@1.1210002 14.232| -14.232

14.232

-14.232

-0.555

-0.544

-0.596

-0.100

175.0851@1.1289938 0.308 1.028

0.285

1.080

-1.149

-0.542

-0.924

-0.364

175.1208@5.442001 14.603 15.285

14.953

15.640

0.000

0.000

0.000

0.000

175.9785@6.913 0.028 -0.078

-0.226

-12.597

0.357

-0.357

0.005

0.463

175.9791@8.244998 -0.005 0.098

-0.255

-0.206

0.258

-0.348

0.005

0.243

0.0]

175.9868@1.8100003 0.159 -0.029

0.348

0.098

0.133

-1.579

-1.955

0.592
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176.0417@9.341999 0.882 0.530

0.964

0.573

0.073

-0.423

-0.351

-0.870

-1.01

176.0477@11.403001 -14.017) -14.017

-14.017

-0.867

0.438

-0.080

0.604

1.095

-0.64
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17T.l204@20.817997 -12.605 |—12.605
< 1

-12.605

-12.605

1.820

1.624

-0.127
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>

Rows 4113; 1 selected. Columns 35; 0 selected

414M of 509M T

Recherche du phosphoenolpyruvate: Phosphoenolpyruvic acid; 138-08-9; 2-Propenoic acid, 2-

(phosphonooxy)-:

2-(phosphonooxy)prop-2-enoic acid; Phosphopyruvic acid; 2-

Phosphonooxyprop-2-enoic acid; PEP;

Compound CID: 1005 - MF: C;H;O,P MW: 168.04g/mol
Bizarrement ce composé est a zero partout... (en fait uniguement dans Blancs et stds...cf

Profinder)


https://pubchem.ncbi.nlm.nih.gov/compound/1005
https://pubchem.ncbi.nlm.nih.gov/compound/1005
https://pubchem.ncbi.nlm.nih.gov/#query=C3H5O6P
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